
Library Search Compound Report 

Data File : C:\msdchem\1\data\E3PN9\HEAO4CO3.D  
Acq On 	: 11/10/2011 11:54 
Sample 	: 1130805003 E3PP1 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Vial: 4 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 	: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 	Area 	Relative to ISTD 	ISTD Area 

3.86 	9.59 ug/ml 	594964 	1,4-Dichlorobenzene-d4 	1241381 

Hit# of 20 	Tentative ID 
	

Ref# 	CAS# 	Qual 

1 2-Pentenal, (E)- 
Ni 2 2-Butenal, 3-methyl- 

3 Cyclopentane, 1,2,3,4,5-pentamethyl 
4 1-Butene, 3,3-dimethyl- 
5 2-Butene, 2,3-dimethyl- 

1399 001576-87-0 45.00 
1408 000107-86-8 38.00 

17833 1000152-79-7 35.00 
1499 000558-37-2 35.00 
1497 000563-79-1 30.00 

Abundance 

5000 

0 J1 

Scan 

57  

Lithilif elf,r). 

12 (3.857 

69 
84  

min): HEAO4CO3.D\data.ms  (-8) (-) 

98 
1 	109 	125 	140 	 193 1 ,, r , ..1 ,-. i.il.i.‘iiiiiiii.ii 

m/z 43.00 	100.00% 
1 

3.90 4.00 4.10 4.20 4.30 
m/z 41.05 	47.92% 

/z--> 
i 	, 	, 	, 

20 	40 	60 	80 100 	120 	140 	160 	180 
bundance 

500(/ 

rn/z--> 
Abundance 

5000 

0 

27 

0 ,,,,,I,e ,, , , ,,, 

39 

g5 

1111 7 

#1399: 
84 

2-Pentenal, (E)- 

,,,,,I,,,,,, 	1 

3.90 4.00 4.10 4.20 4.30 
m/z 	84.05 	45.91% 

- 

20 

27 

[ 

40 

39 

55 

ALI , 	, 	1 1 	, 6)9„ 

60 	80 
#1408: 

100 	120 	140 	160 	180 
2-Butenal, 3-methyl- 

3.90 4.00 4.10 4.20 4.30 
m/z 	57.10 	39.29% 

nilz-> 	210 	40 	610 	810 	' 	' 	'160 ' 	' '10' 	1 	' 	:lilt() ' 	' 	160 ' 	' 	180'' 	' 	' 	' 	I  
Abundance 

5000 

55 
27 

#17833: 

69 

Cyclopentane, 1,2,3,4,5-pe-hiamethyl- 

1 	97 	125 	140 
1 

3.90 4.00 4.10 4.20 4.30 
m z 	55.05 37.42% 

,,' 
rn/z--> 	20 	40 	60 	80 	100 	120 	140 	160 	180 3.90 4.00 4.10 4.20 4.30 

HEAO4CO3.D SOM01.M 	Tue Nov 15 06:57:28 2011 Page 1 
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Library Search Compound Report 

Data File : C:\msdchem\1\data\E3PN9\HEAO7C11.D  
Acq On 	: 11/10/2011 13:40 
Sample 	: 1130805011 E3PQ1 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Vial: 7 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 	: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 	Area 	Relative to ISTD 	ISTD Area 

3.86 	12.98 ug/ml 	660045 

Hit# of 20 	Tentative ID 

1,4-Dichlorobenzene-d4 	1017391 

Ref# 	CAS# 	Qual 

4 

1 Cyclopropanecarboxamidine 1348 054070-74-5 38.00 
2 2-Pentenal, 	(E)- 1399 001576-87-0 30.00 
3 2-Pentene, 	4-methyl-, 	(E)- 1509 000674-76-0 18.00 
4 2-Butenal, 	3-methyl- 1408 000107-86-8 18.00 
5 2-Butene, 	2,3-dimethyl- 1496 000563-79-1 18.00 

Abundance 

5000 

Scan 12 (3.858 

7 69 	84 

It, 

min): HEAO7C11.D\data.ms  (-8) (-) 

98 ' II 	I 	il(), 	,„ 
1 	, 	, 	i 	rilli. r'll 	r 	r yi 	, 1 	r ,19?, 	i.? , 	 , 	 , 	,,,,,, 	, 	 , 	 , 	,, 	

,-7-,.„ 

m/z 

/i 

43.00 	100.00% 

3.90 4.00 4.10 4.20 4.30  
m/z 

___.) 

41.05 	40.02% 0 
rnhz--> 20 	40 	60 	80 	100 	120 	140 	160 	180 	200 
Abundance 

5000 

30 
. 
. 	i  

56 

67 

1  

#1348: 
84 

Cyclopropanecarboxame 

1' 	ri'' 	'rii i , ` 1,, 1 ,,, i'''''' ,,, I ,,,, I ,,,, i ,,,, I ,,,,  

3.90 4.00 4.10 4.20 4.30 
m/z 	84.05 	35.36% 

0  
mlz-> 20 	40 60 	80 	100 	120 	140 	160 	180 	200 
Abundance 

5000 27 

5 

39 
I 
1 

84 
#1399: 2-Pentenal, (E)- 

3.90 4.00 4.10 4.20 4.30 
m z 	57.05 	31.87% 

.... __ _A.1._  
tn/z--> 	20 	40 	60 	80 	100 	120 	140 	160 	180 	200 
Abu nda n ce 

5000 

41 

27 

69 

55 
•1 

#1509: 2-Pentene, 4-methyl-, (E)- 

84 

3.90 4.00 4.10 4.20 4.30 
m/z 	55.10 	31.09% 

0 	1 	, 	„ 	i ', 	 , 	 ,Y, 	, 

m/z--> 	20 	40 	610 	810 	100 	120 	140 	160 	180 	200 3.90 4.00 4.10 4.20 4.30 

HEAO7C11.D SOM01.M 	Tue Nov 15 06:58:19 2011 
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Library Search Compound Report 

Data File : C:\msdchem\1\data\E3PN9\HEAO8C13.D  
Acq On 	: 11/10/2011 14:15 
Sample 	: 1130805013 E3PR7 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Vial: 8 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 	: C:\msdchem\l\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 	Area 	Relative to ISTD 	ISTD Area 

3.86 	20.15 ug/ml 
	

983346 	1,4-Dichlorobenzene-d4 	976248 

Hit# of 20 	Tentative ID 
	

Ref# 	CAS# 	Qual 

1 2-Pentenal, (E)- 
2 2-Butenal, 3-methyl- 
3 Cyclopentane, 1,2,3,4,5-pentamethyl 
4 Cyclopropanecarboxamidine 

4..-z 5 Furan, 2,3-dihydro-5-methyl- 

1399 001576-87-0 45.00 
1408 000107-86-8 43.00 

17833 1000152-79-7 38.00 
1348 054070-74-5 38.00 
1437 001487-15-6 38.00 

rNbundance 

5000 

0 

Scan 

71 1 1 

12 (3.858 

57 	69 

1 	l'-, 

min): 

.- 7 

HEAO8C13.D\data.ms  

84 

(-8) (-) 

98 
JI 	",'9 	; 	15, 	il? i 	IIR -II 	,J11, ic1 	I , rri 0 i 	 ,9, , , , , 	 , m 	. , , 1  

m/z 	43.00 	100.00% 

3.90 4.00 4.10 4.20 4.30  
rn/z 	84.05 	52.08% 

mlz--> 20 	30 	40 	50 	60 	70 	80 	90 	100 110 120 130 140 
(Nbundance 

5000 

0  
mlz--> 
Abundance 

5000 

27 
39 

1 
i1 

#1399: 2-Pentenal, 
84 

1 
I 

1 	69 

i 

(E)- 

90 	100 	110 	120 	130 	140 
3-methyl- 

1,,,,I1,,,,YJIII,I,,i,,i,,,i,,,,i,,,,i,,,,i,,,,i,,,,i,,,,i 

3.90 4.00 4.10 4.20 4.30 
m/z 	41.05 	51.43% 

, i ,,,  
20 

27 

30 	40 	50 	60 	70 	80 
#1408: 2-Butenal, 

8 
55 

39 

1 
i 
I11 	69 	' Or i iii 	I ii..1 1 11.11411 1 -d i i, 

3.90 4.00 4.10 4.20 4.30 
m/z 	57.05 	42.85% 

_/../._._ 	.____.,■__ 
rn/z--> 	20 	30 	40 	50 	60 	70 	80 	90 	100 110 	120 130 140 
Abundance 

5000 ,  

#17833: Cyclopentane, 

69 

55 
27 	11 

O lp,, 1 1 1 ,. H imilMilli.1111,11Kilimprnifillf.ip,..i.mi 

84 
1,2,3,4,5-pentamethyl- 

140 
1 	97 	125 	. 

3.90 4.00 4.10 4.20 4.30 
m/z 	55.05 	42.24% 

mlz--> 	20 	30 	40 	50 	60 	70 	80 	90 	100 110 120 130 140 3.90 4.00 4.10 4.20 4.30 

HEAO8C13.D SOM01.M 	Tue Nov 15 06:58:52 2011 Page 1 
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Library Search Compound Report 

Data File : C:\msdchem\1\data\E3PN9\HEAO9C14.D  
Acg On 	: 11/10/2011 14:50 
Sample 	: 1130805014 E3PR8 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Vial: 9 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 	: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 	Area 	Relative to ISTD 	ISTD Area 

3.86 	8.36 ug/ml 	447821 	1,4-Dichlorobenzene-d4 	1071875 

Hit# of 20 	Tentative ID 	Ref# 	CAS# 	Qual 

1 2-Pentenal, (E)- 
* 2 Furan, 2,3-dihydro-4-methyl- 

3 4,4,6-Trimethyl-cyclohex-2-en-1-ol 
* 4 2-Butenal, 3-methyl- 

5 Furan, 2,3-dihydro-5-methyl- 

1399 001576-87-0 70.00 
1439 034314-83-5 53.00 

18529 1000144-64-7 47.00 
1408 000107-86-8 43.00 
1437 001487-15-6 38.00 

Abundance 

5000 

Scan 
43 

12 (3.857 

55  

0 .p-i- ,1 44 1111111(i l f I ll'"Yl l" , 0"1" Ii ,L, iiiiiiIii..1 

min): 

69 

77 1 

HEAO9C14.D\data.ms  (-8) (-) 
84 

91 	918 	109 	125 	140 

m/z 43.00 	100.00% 
i 

3.90 4.00 4.10 4.20 4.30 
m/z 	84.05 	85.23% 

L_ 
m/z--> 20 	30 	40 	50 	60 	70 	80 	90 	100 110 120 130 140 
Abundance 

5000 
27 

39 
i 
1 
i 
i 

iiI , '.1 , i , . 1 1-, i. ,'1 111 1i 1) 1 ,,,, i ,  

#1399: 2-Pentenal, 

1 	69 

(E)- 
84 

3.90 4.00 4.10 4.20 4.30 
m/z 

-.../ 

41.05 	80.31% 
1 

0 
plk--> 
Abundance 

5000 

20 

27 

30 	40 	50 

55 

41 

11 

I 	i 

	

1 	I JI 0 i1-1- 1 1 :""•III-Jiiiiitr iiii""III-Imui--1 , - , PIIII 

#1439: 
60 	70 	.80 

 69 1 

Furan, 2,3-dihydro-4-methyl- 
84 

.1""11I'1"1'1''''l 
90 	100 	110 	120 	130 	140 

3.90 4.00 4.10 4.20 4.30 
m/z 	55.10 	66.86% 

m/z--> 	20 	30 	40 	50 	60 	70 	80 	90 	100 110 120 130 140 
Abundance 

5000 

69 

#18529: 4,4,6-Trimethyl-cyclohex-2-en-1-ol 
84 

98 	107 	125 i 	140 
ii ll'' '11 1 11 ' i rl'''''H it 'l''''''l 

3.90 4.00 4.10 4.20 4.30 
m/z 	57.10 	66.57% 

AL......._____LA...._ 	 __A..._ () Iii.i.ii ,, ipil , pi , ili ,, ri l"'11' 
-i-i/z--> 	20 	30 	40 	50 	60 	70 	80 	90 	100 	110 	120 	130 	140 3.90 4.00 4.10 4.20 4.30 

HEAO9C14.D SOM01.M 	Tue Nov 15 06:59:13 2011 Page 1 
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Abundance 	 #29098: 4-Octanol, 2,7-dimethyl- 
69 	83 

68.55% m/z 41.05 

5000 39 

27 

55 5000 

5000 27 	
3

1
9 

1 

, I 	 69  

m/z--> 	20 30 40  50 60 70 80 90 100 110 120 130 140 rAbundance 	 #1408: 2-Butenal, 3-methyl- 
84 

55 

Wi z 43.00 100.00% 

III 
3.90 4.00 4.10 4.20 4.30 

i\J 

3.90 4.00 4.10 4.20 4.30 

r bundance 

5000 

rn/z-->  
(thundance 

3.90 4.00 4.10 4.20 4.30 

45 
27 	 101 

140 
0 , 1-1--1 ,11, 1 ,  

20 30 40  50 60 70 80 90 100 110 120 130 140 	3.90 4.00 4.10 4.20 4.30 

Scan 12 (3.858 min): HEA10C15.[Mata.ms (-8) (-) 

84 
55 	69 

h  dIY  
98 77 	I 	109 	125 	140 

I  
20 30 40 50 60 70 80 90 100 110 120 130 140 

3.90 4.00 4.10 4.20 4.30 

69 
0, 1 A 1 -41,e0d, 1 „-, 

rn/z-> 	20 30 40 50 60 70 80 90 100 110 120 130 140 

m z 57.05 	54.57% 

#1399: 2-P ntenal, (E)- 
84 

Library Search Compound Report 

Data File : C:\msdchem\1\data\E3PN9\HEA10C15.D  
Acq On 	: 11/10/2011 15:25 
Sample 	: 1130805015 E3PR9 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Vial: 10 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 
	

: C:\msdchem\l\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 
	

Area 	Relative to ISTD 
	

ISTD Area 

3.86 	7.52 ug/ml 	390044 	1,4-Dichlorobenzene-d4 
	

1037082 

Hit# of 20 	Tentative ID 

1 2-Pentenal, 	(E)- 

Ref# 

1399 

CAS# 

001576-87-0 

Qual 

49.00 
4-  2 2-Butenal, 	3-methyl- 1408 000107-86-8 49.00 
r 3 4-Octanol, 	2,7-dimethyl- 29098 019781-11-4 38.00 

4 Cyclopentane, 	1,2,3,4,5-pentamethyl 17833 1000152-79-7 35.00 
5 2-Dodecenal, 	(E)- 46008 020407-84-5 35.00 

Page 1 
CAtAls== 
VW,  Is., %.0 qs.dr <116 

HEA10C15.D SOM01.M 	Tue Nov 15 06:59:35 2011 



Library Search Compound Report 

Data File : C:\msdchem\1\data\E3PN9\HEAO3BLK.D  
Acq On 	: 11/10/2011 11:18 
Sample 	: 245700 SBLKOO 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Vial: 3 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 	: C:\msdchem\l\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 
	

Area 	Relative to ISTD 
	

ISTD Area 

3.95 	6.85 ug/ml 	426226 
	

1,4-Dichlorobenzene-d4 	1244497 

Hit# of 20 	Tentative ID 	Ref# CAS# Qual 

1 Glycine, N-(2-cyanoethyl)- 11912 003088-42-4 40.00 
2 3,3-Diethoxy-1-propyne 12072 010160-87-9 16.00 
3 3-Methy1-4-hexyn-3-ol 6434 006320-68-9 12.00 
4 3-Aminopyrazole 1270 001820-80-0 9.00 

4i. 5 1-Methy1-1H-1,2,4-triazole 1275 006086-21-1 9.00 

Abundance 

5000 

0,",„„,,J, 1  II 

Scan28(3.952min): 

52 519  66 73  mp.,,,,„" rit),,111,_ 

HEAO3BLK.D\data.ms  

83 

(-24) (-) 

100 	114 	128 

m/z 	42.10 	100.00% 

1_ L 
3.904.004.104.204.304.40 

MhZ 	83.05 	74.89% 
rn/z-> 

.. 1 .,,H,L,p, 	,i 1  I,. 

10 	20 	30 	40 	50 	60 	70 	80 	90 	100 110 120 130 
Abundance 

5000 

m/z-> r----  Abundance 

5000 

0 

# 
42 

1912: 

54 

1 1 „ 1 1 

Glycine, N-(2-cyanoethyl)- 

I 

83 

1 	101 128 - 1  -," 1-„ 1 „- 1 -,",- 
90 	100 	110 120 	130 

99 	127 

3.904.004.104.204.304.40 

— 

m/z 41.10 	21.23% 
I 

0 ,", -, 1 „ - 1  —" 
10 	20 	30 	40 	50 

#12072: 

27 
I 	38 45 

55 

-.1i! 
60 70 80 
3,3-Diethoxy-1-propyne 

83 

71 
'„„ „ 1 „„ 1 „,e„.1 1 .d„,,U, 	— 	„ 	„„. 1 .- 1 -„ I „,', 1 ,„ 

1 	1 	1 	1 	1 
3.904.004.104.204.304.40 

m/z 	43.00 	19.19% 

rn/z-> 	10 	20 	30 	40 	50 	610 	710 	810 	910 	100 	110 120 130 
Abundance 

5000 

43 

27 
15 	I 

#6434: 3-Methy1-4-hexyn-3-o1 

55 	67 

83 

97 
1 

3.904.004.104.204.304.40 
m/z 39.05 	15.14% 

I 

111.tlYii11,11.1.1.filiCil,11111'.11.,..1,.. 
rn/z-> 	10 	20 	30 	40 	50 	60 	70 	80 	90 	100 110 120 130 

1 	I 	I 	I 	I 	I 
3.904.004.104.204.304.40 

HEAO3BLK.D SOM01.M 	Tue Nov 15 06:57:11 2011 Page 2 
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Library Search Compound Report 

Data File : C:\msdchem\1\data\E3PN9\HEAO4CO3.D  
Acq On 	: 11/10/2011 11:54 
Sample 	: 1130805003 E3PP1 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Vial: 4 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 	: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 	Area 	Relative to ISTD 	ISTD Area 

3.95 	4.85 ug/ml 	300986 
	

1,4-Dichlorobenzene-d4 	1241381 

Hit# of 20 	Tentative ID Ref# CAS# Qual 

1 Glycine, 	N-(2-cyanoethyl)- 11912 003088-42-4 25.00 
lv 2 1-Methy1-1H-1,2,4-triazole 1276 006086-21-1 10.00 
1r  3 3-Aminopyrazole 1270 001820-80-0 9.00 

4 3-Butenoic acid, ethyl ester 7167 001617-18-1 9.00 
5 1H-1,2,4-Triazole, 	3-methyl- 1278 007170-01-6 9.00 

Abundance 

5000 

Scan 

I 

28 (3.951 min): HEAO4CO3.D\data.ms  

1 1 	55 	66 	73  

83 

(-25) (-) 

93 	114 	128 

m/z 	42.05 	100.00% 

- Id- 
3.90 4.00 4.10 4.20 4.30 4.40 

m/z 	83.05 	71.11% 
/z--> 

0,,,Al 
20 	30 	40 	50 	60 	70 	80 

1ei l lii,,lp,lird,., 1 1H1 1 ., 1 ,,, H tk.i i m 

90 	100 	110 	120 	130 
Abundance 

5000 

I bundance 

5000 

54 

IL,' 

#11912: Glycine, N-(2-cyanoethyl)- 

83 

ild,,..,,d,:,,"4:7", 
I 	101 

3.90 4.00 4.10 4.20 4.30 4.40 
m/z 41.05 

i 
22.16% 

0.,,,„ 1 "," 
20 	30 	40 	50 

#1276: 

56 

27 	40 

60 	70 	80 

0 	 ,h di , ii t k ,, iti'l l 	.1 , -.1. ,, ii  

1-Methy1-1H-1,2,4-triazole 
90 	100 	110 	120 	130 

3.90 4.00 4.10 4.20 4.30 4.40 
m z 	43.00 	18.81% 

Lib... 
11'1/z-> 	20 	30 	40 	50 	60 	70 	80 	90 	100 	110 	120 	130 
I bundance 

5000 

#1270: 3-Aminopyrazole 
83 

 
27 'Ilic 1 '1 113" 	i 	1 	 .6,,,,,,,,  

3.90 4.00 4.10 4.20 4.30 4.40 
m/z 39.00 	15.73% 

i 

3.90 4.00 4.10 4.20 4.30 4.40 rn/z--> 	20 	30 	40 	50 	610 	70 	80 	910 	100 	110 	120 ' 130 

HEAO4CO3.D SOM01.M 	Tue Nov 15 06:57:29 2011 Page 2 
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Library Search Compound Report 

Vial: 7 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : 1uL 

Data File : C:\msdchem\1\data\E3PN9\HEAO7C11.D  
Acq On 	: 11/10/2011 13:40 
Sample 	: 1130805011 E3PQ1 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Method 	: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 
	

Area 	Relative to ISTD 
	

ISTD Area 

3.96 	7.81 ug/m1 	397528 
	

1,4-Dichlorobenzene-d4 	1017391 

Hit# of 20 	Tentative ID Ref# CAS# Qual 

1 Glycine, 	N-(2-cyanoethyl)- 11912 003088-42-4 40.00 
414  2 1-Methy1-1H-1,2,4-triazole 1274 006086-21-1 25.00 

3 3-Aminopyrazole 1269 001820-80-0 9.00 
-*".. 4 3,3-Diethoxy-1-propyne 12075 010160-87-9 9.00 

5 1H-1,2,4-Triazole, 	3-methyl- 1278 007170-01-6 9.00 

Abundance 

5000 

1,11 

Scan 29 (3.958 

83 

55 	70 

min): HEAO7C11.D\data.ms  (-25) (-) 

114 	 207 100 	128 

m/z 	42.05 	100.00% 

Al _ 	L_ 
3.90 4.004.10 4.20 4.304.40 

m/z 	83.05 	76.25% 0 
mlz--> 

h I.. 	i 	, 1 	. 	. 1 ' 11 	CPI 	i 	i 	1 	, 	. 	' I, 	iiiiiiiiiiiiii.iiiiiii— ,  
20 	40 	60 	80 	100 	120 	140 	160 	180 	200 

Abundance 

0 
Oz--> 
Irkbundance 

5000 

42 

1 	i 	. 	, 	, 	ril, 	i 	1 

54 

#11912: 

83 

I 

5000 
 

Glycine, N-(2-cyanoethyl)- 

7 , 1  

3.904.00 4.10 4.204.30 4.40 
m/z 	41.10 	21.97% 

20 	40  

56 

27 	43 

60 	80 
#1274: 

„ , 	, I  

813 

100 	120 	140 	160 	180 	200 
1-Methy1-1H-1,2,4-triazole 

3.904.004.10 4.204.30 4.40 
m/z 	43.00 	19.15% 

ALI, 
I  ' 0 	1 	.. 	. 	I`rrI 	Il ■ 	i 	■  

mlz--> 	20 	40 	60 	80 	100 	120 	140 	160 	180 	200 
'Abundance 

5000 

n  

#1269: 3-Aminopyrazole 
83 

54 
27 	',I3 	Il l, 	66 	, 

3.90 4.004.10 4.20 4.30 4.40 
m/z 39.05 

1 
16.58% 

3.904.00 4.10 4.20 4.304.40 
u 	1 	, 	i 	, Y1 	, 	11 1 , ', 	. 	1 	,  

rn/z--> 	20 	40 	60 	80 	100 	120 	140 	160 	180 	200 
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Method 
Title 
Library 

Integrator) : C:\msdchem\l\methods\SOM01.M  (RTE 
: EPA/CLP SOM01 
: C:\Database\NIST08.L  

R.T. 	Conc 	Area Relative to ISTD 	ISTD Area 

5000 

27 

Library Search Compound 

: C:\msdchem\l\data\E3PN9\HEAO8C13.D  
: 11/10/2011 14:15 
: 1130805013 E3PR7 
: . SOIL SOMO 

Report 

Vial: 8 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Data File 
Acq On 
Sample 
Misc 
MS Integration Params: RTEINT.P 

3.95 	8.16 ug/ml 	398084 

Hit# of 20 	Tentative ID 

1,4-Dichlorobenzene-d4 	976248 

Ref# 	CAS# 	Qual 

4.- 1 Glycine, N-(2-cyanoethyl)- 11912 003088-42-4 40.00 
* 2 1-Methyl-1H-1,2,4-triazole 1274 006086-21-1 25.00 
Y 3 3-Aminopyrazole 1270 001820-80-0 9.00 

4 1H-1,2,4-Triazole, 	3-methyl- 1278 007170-01-6 9.00 
5 3-Methy1-4-hexyn-3-ol 6434 006320-68-9 9.00 

lAbundance 

5000 

I I I 	52 59  66 73 	100 	114 	128  0 .1 , -.1- 1 1 
En/z--> 	20 30 40 50 60 70  80 90 100 110  120 130  
lAbundance 

5000 
54 

101 
0 	  

/z--> 	20 30 	40 50 60 70 80 90 100 110 120 130 
'Abundance 	 #1274: 1-Methy1-1H-1,2,4-triazole 

43 
0 	1111 	ill 	11 	111 	11111111111 	11111111111111111111111111 

56 

m/z--> 	20  30 40 50 60 70 80  90 100 110  120 130 
r,A bundance 	 #1270: 3-Aminopyrazole 

1 

5000 

27 	43 	5 14 	66  
0 	1' 	t 	1 1 '1' , 	 1" 

1-11/z--> 	20 30  40 50 60 70 80  90 100 110 120 130 	3.90 4.00 4.10 4.20 4.30 4.40 

HEAO8C13.D SOM01.M 	Tue Nov 15 06:58:53 2011 Page 2 
nragm 47, 'F.7.4$ 

m/z 83.05 
	

73.64% 

3.90 4.00 4.10 4.20 4.30 4.40 
m z 41.05 

	
20.31% 

3.90 4.00 4.10 4.20 4.30 4.40 

m/z 39.10 
	

15.52% 

m/z 42.10 100.00% 

3.90 4.00 4.10 4.20 4.30 4.40 

m z 43.05 	18.05% 

3.90 4.00 4.10 4.20 4.30 4.40 

Scan 28 (3.952 min): HEAO8C13.D\data.ms  (-24) (-) 

83 

#11912: Glycine, N-(2-cyanoethyl)- 

83 412 



m/z 42.05 100.00% 

3.90 4.00 4.10 4.20 4.30 4.40 

3.90 4.00 4.10 4.20 4.30 4.40 

3.90 4.00 4.10 4.20 4.30 4.40 

3.90 4.00 4.10 4.20 4.30 4.40 
m/z 43.00 

	
15.91% 

3.90 4.00 4.10 4.20 4.30 4.40 

Library Search Compound 

Data File : C:\msdchem\l\data\E3PN9\HEA10C15.D  
Acq On 	: 11/10/2011 15:25 
Sample 	: 1130805015 E3PR9 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Report 

Vial: 10 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 
	

: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 	Area 
	

Relative to ISTD 	ISTD Area 

3.95 	5.21 ug/ml 	270110 	1,4-Dichlorobenzene-d4 	1037082 

Ref# CAS# Qual 

11912 003088-42-4 40.00 
1274 006086-21-1 25.00 
1270 001820-80-0 9.00 

12072 010160-87-9 9.00 
10009 000111-94-4 9.00 

Hit# of 20 
	

Tentative ID 

1 Glycine, N-(2-cyanoethyl)- 
2 1-Methy1-1H-1,2,4-triazole 
3 3-Aminopyrazole 
4 3,3-Diethoxy-1-propyne 
5 Propanenitrile, 3,3'-iminobis- 

Scan 28 (3.952 min): HEA10C15.D\data.ms  (-25) (-) 

83 

55 	66 7.3 	„ , 	100 	114 	128 

20 30 40 50 60 70 80 90 100 110 120 130 
#11912: Glycine, N-(2-cyanoethyl)- 

83 

54 

I  

Abundance 

5000 

0 
mlz->  
ArDundance 

4  12  
5000 

i 	 101 	 128  
0 	, Iiiiiii-iiiill 	L iiiiiiii..iii'l ill , , , , i t,  , , , 

: 	 1, 	I 	i  

:rrt/z--> 	20 30  40 50 60 70 80 90 100 110 120 130 
Abundance 	 #1274: 1-Methy1-1H-1,2,4-triazole 

813 

5000 

127 
1 	43 

	

‘ 	. 	1  0 	1111 	 1 	 11111 	 1 	 111 	 111111111111 	 11111111111111111111111111 

fril  lz--> 	20 30 40 50 60 70 80 90 100 110 120 130 
Aundance 	 #1270: 3-Aminopyrazole 
1 	 E3.  
1 	 1 1 

5000 

27 	43 	514 	66  
0 	. 1, 1i 	 '

1  fliz--> 	20 30 40 50 60 70 80 90 100  110 120 130 

56 

Page 3 
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6683 000590-66-9 64.00 
11445 053941-19-8 59.00 
14250 014123-41-2 59.00 
2938 020662-83-3 59.00 
17814 004291-79-6 59.00 

Scan 53 (4.099 min): HEAO3BLK.D\clata.ms  (-47) (-) 

41 

55 

69 
81 

ri l l 	p 	 rcri 	ii".1.".11"1 I 	109 117 125  
140 

I , 1""1 
30 40 	50 	60 	70 	80 	90 	100 110 120 130 140 

#6683: Cyclohexane, 1, -dimethyl- 

55 

69 

27 
42 84 112 

30 40 	50 	60 	70 	80 	90 	00 110 120 130 140 
#11445: 2-Hexene, 3,4,4-trimethyl- 
55 

27 
126 

70 	83 111 

30 40 	50 	60 	70 	80 	90 	100 110 120 130 140 
#14250: Cyclopropane, 3-chloro- ,1,2,2-tetramethyl- 

55 

27 69 	81 
1 	89 117 

30 40 	50 	60 	70 	80 	90 	100 110 120 130 140 

m/z 69.10 
	

23.84% 

4.00 4.20 4.40 

N)undance 

5000 

m/z-> 	20  
Abundance 

5000 

m/z--> 	20 
is bundance 

5000 

20 
itthundance 

5000 

20 

m/z 97.10 100.00% 

4.00 4.20 4.40 
m/z 55.05 59.72% 

4.00 4.20 4.40 
m/z 41.10 38.73% 

4.00 4.20 4.40 

m/z 39.05 	18.72% 

4.00 4.20 4.40 

Library Search Compound 

Data File : C:\msdchem\1\data\E3PN9\HEAO3BLK.D  
Acq On 	: 11/10/2011 11:18 
Sample 	: 245700 SBLKOO 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Report 

Vial: 3 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 	: C:\msdchem\l\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 
	

Area 	Relative to ISTD 
	

ISTD Area 

4.10 	7.94 ug/ml 	494266 	1,4-Dichlorobenzene-d4 	1244497 

Hit# of 20 
	

Tentative ID 	Ref# 	CAS# 	Qual 

1 Cyclohexane, 1,1-dimethyl- 
2 2-Hexene, 3,4,4-trimethyl- 
3 Cyclopropane, 3-chloro-1,1,2,2-tetr 

Alt 4 Oxazole, 4,5-dimethyl- 
•, 5 Cyclohexane, 1-methy1-2-propyl- 

Page 3 
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Abundance 

5000 

Scan 54 (4.105 min): HEAO7C11.D\data.ms  (-51) (-) 
97 

55 

0 

bundance 

5000 

m/z 41.10 19.89% 

m/z 69.05 14.97% 

m/z 57.05 12.68% 

41 	69 

0 	  
81 

20 	40 	60 	80 100 	120 140 160 180 200 
#2938: Oxazole, 4,5-dimethyl-

97 
55 

Irn/z--> 
bundance 

1 	5000 
27 

15 	I 	70 82 	, 

20 	40 	60 	80 100 120 140 160 180 200  
#2932: Pyridine, 2-fluoro- 

70 

50 
37 

0 	 I," r 	 1111171111111111111 

20 	40 	60 	80 100 120 140 160 180 200 
#106953: Sulfurous acid, cyclohexylmethyl isohexyl ester 

97 

55 

85 I 

	

27 42 	69 	II 	1 

20 	40 	60 	80 100 120 140 160 180 200 

m/z 97.10 100.00% 

4.00 4.20 4.40 

4.00 4.20 4.40 

4.00 4.20 4.40 

4.00 4.20 4.40 

4.00 4.20 4.40 

43 

mlz--> 
Abundance 

5000 

0 
mlz-> 

Library Search Compound 

Data File : C:\msdchem\l\data\E3PN9\HEAO7C11.D  
Acq On 	: 11/10/2011 13:40 
Sample 	: 1130805011 E3PQ1 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Report 

Vial: 7 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 	: C:\msdchem\l\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 	Area 
	

Relative to ISTD 	ISTD Area 

4.10 	3.76 ug/ml 	191201 
	

1,4-Dichlorobenzene-d4 	1017391 

Hit# of 20 	Tentative ID Ref# CAS# 

1 Oxazole, 	4,5-dimethyl- 2938 020662-83-3 
2 Pyridine, 	2-fluoro- 2932 000372-48-5 
3 Sulfurous acid, cyclohexylmethyl is 106953 1000309-21-5 
4 Cyclohexane, 	1-methy1-2-propyl- 17814 004291-79-6 
5 Sulfurous acid, di(cyclohexylmethyl 116530 1000309-22-7 

Qual 

64.00 
64.00 
56.00 

50.00 
50.00 

Page 4 
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Library Search Compound Report 

Data File : C:\msdchem\1\data\E3PN9\HEAO8C13.D  
Acq On 	: 11/10/2011 14:15 
Sample 	: 1130805013 E3PR7 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Vial: 8 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

4,.. 

Method 	: C:\msdchem\l\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 
	

Area 	Relative to ISTD 
	

ISTD Area 

4.10 	3.82 ug/ml 	186563 	1,4-Dichlorobenzene-d4 
	

976248 

Hit# of 20 	Tentative ID 
	

Ref# 	CAS# 	Qual 

1 Sulfurous acid, di(cyclohexylmethyl 116530 1000309-22-7 59.00 
2 Sulfurous acid, cyclohexylmethyl no 139611 1000309-21-8 56.00 
3 Sulfurous acid, cyclohexylmethyl is 106953 1000309-21-5 50.00 
4 3-Pentenoic acid, 	2,2,4-trimethy1- 19513 004177-03-1 50.00 
5 Cyclohexane, 	1-methy1-2-propyl- 17814 004291-79-6 45.00 

Abundance 

5000 

Scan 

55 

53 (4.099 min): HEA08C13.[Adata.ms (-51) (-) m/z 	97.10 100.00% 

41 69 

0 IIL 
I 	81 

I 	 I IP?. 1 	, 	, 	„ 	, %I 	1 	rcl 	, 	?'? 	„ 	1 	,1?,1
,410, 	, 	, 	, 	i 	, 	, 	, 	, 	i 	, 	, 	, 

.7. 
, in, 

,. 
4.00 	4.20 4.40 

m/z 	55.10 53.74% 
m/z--> 	20 	40 	60 	80 	100 	120 	140 	160 	180 200 
If■bundance 	#116530: Sulfurous acid, di(cyclohexylmethyl) ester 

9h 

5000 - _..... 	.._ _ 
55 4.00 	4.20 4.40 

m/z 	4 1 . 1 0 24.31% 
41 67 	83 

l e 	C 1 	, 	, 	It  , 	, 	, 	I 	, 	- 	I 	, 	, 	, 	, 	, 	, 	1 12,7,  0 1-i 
mhz--> 	20 	40 	60 	80 	100 	120 	140 	160 	180 200 
Abundance #139611: Sulfurous acid, cyclohexylmethyl nonyl ester 

4.00 	4.20 4.40 
5000 55 m/z 	69.05 18.03% 

71 	83 
27 	42 i 	,I 	l i  127 

fn/z--> 20 	40 	60 	80 	100 	120 	140 	160 	180 200 
Abundance #106953: Sulfurous acid, cyclohexylmethyl isohexyl ester - 

4.00 	4.20 4.40 97 
I m/z 	57.05 12.61% 

55 
5000. I 

I 	
85 	1 

27 	42 	I 	6,9 	1 	! _IA_  0 1 ,,, i' ,,,11 1 0 .iril i ,  iiii , ii ,,, I ,,,, iiiiiii , . , 1 ,,, . 

in/z--> 	20 	40 	60 	80 	100 	120 	140 	160 	180 	200 4.00 	4.20 4.40 

Page 3 
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Scan 53 (4.099 min): HEAO9C14 ID\data.ms  (-51) (-) Abundance 

55 

41 

m/z 41.05 25.63% 

m/z 69.10 18.57% 

m/z 57.00 12.82% 

5000 

69 
I 	81 109 	125 	140 

0  , 	,,, i l l 	C j I I I, 	, 
Mlz--> 	20 30 40 50 60 70 80 90 100 110 120 130 140 
Abundance 	 # 1445: 2-Hexene, 3,4,4-trimethyl- 

5000 

27 
126 

I 	70 	83 	111 

:rn/z--> 	20 30 40 50 60 70 80 90 100 110 120 130 140 
Abundance 	#139611: Sulfurous acid, cyclohexylmethyl nonyl ester 

97 

55 5000 

I 	 , 64 71 	83  27 	42 
i 	01p1;1111111:111111111141141111-1 	

127 
1 	11 	 1pellpillitilliiiilimillitH 

'Tn/z--> 	20 30 40 50 60 70 80 90 100 110 120 130 140  
!Abundance 	#106953: Sulfurous acid, cyclohexylmethyl isohexyl ester 

97 1 

5000 

rnI
lz--> 

m/z 97.10 100.00% 

4.00 	4.20 	4.40 

4.00 	4.20 	4.40 

4.00 4.20 4.40 

4.00 4.20 4.40 

4.00  4.20  4.40 

55 

55 

85 

27 	42 69 

20 30 40 50 60 70 80 90 100 110 120 130 140  

Library Search Compound 

Data File : C:\msdchem\l\data\E3PN9\HEAO9C14.D  
Acq On 	: 11/10/2011 14:50 
Sample 	: 1130805014 E3PR8 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Report 

Vial: 9 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 
	

: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 	Area 
	

Relative to ISTD 
	

ISTD Area 

4.10 	3.56 ug/ml 	190673 
	

1,4-Dichlorobenzene-d4 	1071875 

Hit# of 20 	Tentative ID Ref# CAS# Qual 

1 2-Hexene, 	3,4,4-trimethyl- 11445 053941-19-8 64.00 
2 Sulfurous acid, cyclohexylmethyl no 139611 1000309-21-8 56.00 

. 3 Sulfurous acid, cyclohexylmethyl is 106953 1000309-21-5 50.00 
.)114- 4 Cyclohexane, 	1-methy1-2-propyl- 17814 004291-79-6 50.00 
4. 5 Cyclohexane, 	1,1-dimethyl- 6683 000590-66-9 50.00 
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Library Search Compound Report 

Data File : C:\msdchem\1\data\E3PN9\HEAO3BLK.D  
Acq On 	: 11/10/2011 11:18 
Sample 	: 245700 SBLKOO 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Vial: 3 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 	: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 
	

Area 	Relative to ISTD 
	

ISTD Area 

4.53 	2.48 ug/ml 	154440 
	

1,4-Dichlorobenzene-d4 	1244497 

Hit# of 20 	Tentative ID Ref# CAS# Qual 

1 1,3-Dioxolane, 	2,2-dimethyl- 4269 002916-31-6 25.00 
2 2-[2-[2-(2-[2-(2-[2-[2-[2-(2-Acetyl 215838 1000351-90-4 17.00 
3 2-[2-[2-[2-[2-[2-[2-[2-(2-Acetyloxy 213101 1000351-90-5 17.00 

4z 4 1,4-Butanediamine 1955 000110-60-1 9.00 
k- 5 Acetamide, N-ethyl- 1872 000625-50-3 9.00 

Abundance 

5000 

Scan 127 (4.534 min): HEAO3BLK.D\data.ms  (-124) (-) m/z 43.00 100.00% 

87 

55 	70 
, 	' 	, 14, 	'CI' 	ir,1,11, 1 , 	I , ' , 1 2,97, 	 . 	 , 	 . 

4.20 
----17---n---".  

4.40 	4.60 	4.80 
rn/z 87.00 31.87% 0  

rn/z-> 
i' , 1 ,  

20 
' ,' , I ,  

40 	60 	80 	100 	120 	140 	160 	180 	200 	220 
Abundance #4269: 1,3-Dioxolane, 2,2-dimethyl- 

43 
87 

■ . 	_ I._ 
5000 

4.20 4.40 	4.60 4.80 

72 m/z 42.05 8.31% 
15  27 	1 i 59 	I 

0 '?" i'r"1.1 , '"1""1""1""1 ,, "1 , " , 1"" f 	' 1' 
MIZ-> 	20 40 	60 	80 100 	120 	140 	160 	180 	200 	220 
Abundance#215838: 24242424242424242-(2-Acetyloxyethoxy)ethoxy]ethoxy]ethox 

:7 
LA . / 

4.20 4.40 	4.60 4.80 
5000 m/z 44.00 5.12% 

43 

0  
31 	II 	59 	73  
, 	, 	, 	i' , 	, 	, 	ell 	, 	,11, 	1 	''' 

103 117 131 	175 	219 
, 	, 	0 ,,,H , • , H ,,, H ,, si ,,,, i ,,,, ) ,,  

L------- 

, 	' 	, 	1 	' 
20 40 	60 	80 rn/z--> 100 	120 	140 	160 	180 	200 	220 

Abundance#213101: 2 -(2 -[2-[212- [2-[2-[2-(2-Acetyloxyethoxy)ethoxy]ethoxy]ethoxy]e - 
4.20 4.40 	4.60 4.80 

m/z 55.00 3.86% 

5000 

43 

31 	11 	59 	7,3  103 117 131 	175 	219  
0 ' 	, 	, 	1 	, I, 	., , 	, 	' 	rl 	, 	' 	r'i 	' 	, 	I. ' 	1 , 	i' 	, 	' 	0 	, 	' 	, 	1 	, 	, 	, 	i 	, 	, 	, 	, 	1 	, 	' 	, 	1 	, 	, 	, 	' 	i 	i 	, 	i 	' 	1 	' 	' 

•Ti/z--> 	20 40 	60 	80 	100 	120 	140 	160 	180 	200 	220 4.20 4.40 	4.60 4.80 
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Library Search Compound Report 

Data File : C:\msdchem\1\data\E3PN9\HEAO4CO3.D  
Acq On 	: 11/10/2011 11:54 
Sample 	: 1130805003 E3PP1 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Vial: 4 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : 1uL 

Method 	: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 	Area 	Relative to ISTD 	ISTD Area 

4.54 	3.32 ug/ml 	205780 	1,4-Dichlorobenzene-d4 	1241381 

Hit# of 20 	Tentative ID 	Ref# 	CAS# 	Qual 

1 2-Propanone, 0-methyloxime 
se 2 1,4-Butanediamine 

3 2-Butanone, 4-(acetyloxy)- 
4 DL-3-Methy1-2-butanol, acetate 
5 2-Methoxy-3-methyl-butyric acid, me 

1885 003376-35-0 35.00 
1955 000110-60-1 9.00 
13100 010150-87-5 9.00 
13341 1000352-29-9 9.00 
21674 109989-32-4 9.00 

bundance 

5000 

Scan 
43 
128 (4.540 min): HEA04CO3.D\data.ms  (-121) (-) m/z 43.00 100.00% 

87 

55 	73  4.20 4.40 	4.60 4.80 
0 k 9,T „3Pryl 	. 1 , ri, I) „ „ , 	, , , . , 	f 1 . . 	„ .1,1..1, 	, 1,76 	„. ,,1 	,21 „ , 	 , m/z 87.00 33.12% 

20 
,,,,,,, 

30 	40 	50 	60 	70 	80 	90 	100 	110 	120 	130 	140 al/z--> 
r\bundance #1885: 2-Propanone, 0-methyloxime 

87 
56 

5000 
- • . 	1 

4.20 4.40 	4.60 4.80 

72 29 	42 m/z 42.10 7.91% 

0 J1 	 I L I „1 1 ,1d, 
20 30 	40 	50 	60 	70 	80 	90 	100 	110 	120 	130 	1 110 inlz--> 

Abundance 
3b 

#1955: 1,4-Butanediamine i..... 
4.20 4.40 	4.60 4.80 

5000 m/z 44.05 4.51% 
43 

70 	8 
.1  

20 30 40 	510 	60 	70 	80 	90 	100 	110 	120 	130 	140 rn/z--> 
I bundance #13100: 2-Butanone, 4-(acetyloxy)- 

43 4.20 4.40 	4.60 4.80 
m/z 55.00 3.86% 

MOO 
87 

55 
27 

0 ,1.', 1 ,1,,..11F,ip, 14...1 11rnimI limipml,,.,1,mpi,,i.,t 

70 
130 _AL- 

m/z--> 	20 	30 	40 	50 	60 	70 	80 	90 	100 	110 	120 	130 	140 4.20 4.40 	4.60 4.80 

Page 4 
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m/z 87.00 
	

32.86% 

4.20 4.40 4.60 4.80 

4.20 4.40 4.60 4.80 

4.20 4.40 	4.60 	4.80 
m/z 44.00 5.01% 

4.20 4.40 	4.60 	4.80 
m/z 55.00 	3.67% 

4.20 4.40 4.60 4.80 

m/z 43.00 100.00% 

5000 

0 

Abundance 

5000 

0 
mlz--> 

Library Search Compound 

Data File : C:\msdchem\l\data\E3PN9\HEAO7C11.D  
Acq On 	: 11/10/2011 13:40 
Sample 	: 1130805011 E3PQ1 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Report 

Vial: 7 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 
Title 
Library 

: C:\msdchem\l\methods\SOM01.M  (RTE Integrator) 
: EPA/CLP SOM01 
: C:\Database\NIST08.L  

R.T. 	Conc 	Area 

4.54 	5.09 ug/ml 	258746 

Hit# of 20 	Tentative ID  

Relative to ISTD 	ISTD Area 

1,4-Dichlorobenzene-d4 	1017391 

Ref# 	CAS# 	Qual 

1 DL-3-Methy1-2-butanol, acetate 
2 1,4-Butanediamine 
3 2-Butanone, 4-(acetyloxy)- 
4 Ethanol, 2,2'-oxybis-, diacetate 
5 4-Penten-2-ol, acetate  

13341 1000352-29-9 38.00 
1955 000110-60-1 9.00 
13100 010150-87-5 9.00 
52008 000628-68-2 9.00 
12068 1000352-31-5 9.00 

bundance 

5000 

0 

Abundance 

5000 

0 
mlz--> 
It-Abundance 

Scan 128 (4.540 min): HEAO7C11.D\data.ms (-124) (-) 
43 

87 

55 	70 I , 

20 	40 	60 	80 	100 	120 	140 	160 180 200 
#13341: DL-3-Methy1-2-butanol, acetate 

43 

15 27 55 	70 
87 

115  

20 

3b 

40 	60 	80 	100 	120 	140 	160 
#1955: 1,4-Butanediamine 

180 200 

43 
1 	,a  

- 70 	88 

20 	40 	60 	80 	100 	120 	140 	160 180 200 

43 
#13100: 2-Butanone, 4-(acetyloxy) - 

27 5570 
87 

130 

20 	40 	60 	80 	100 	120 	140 	160 180 200 

Page 5 
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Library Search Compound Report 

Data File : C:\msdchem\1\data\E3PN9\HEAO8C13.D  
Acq On 	: 11/10/2011 14:15 
Sample 	: 1130805013 E3PR7 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Vial: 8 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 	: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 	Area 
	

Relative to ISTD 	ISTD Area 

4.53 	4.04 ug/ml 	197446 

Hit# of 20 	Tentative ID 

1,4-Dichlorobenzene-d4 	976248 

Ref# 	CAS# 	Qual 

1 4-Heptanol, 4-methyl- 
2 2-Propanone, 0-methyloxime 
3 1,4-Butanediamine 
4 3-Hexanone, 5-hydroxy-2-methyl- 
5 Ethanol, 2,2'-oxybis-, diacetate  

13554 000598-01-6 17.00 
1885 003376-35-0 9.00 
1955 000110-60-1 9.00 

13345 059357-07-2 9.00 
52008 000628-68-2 9.00 

Abundance 

5000 

0 
Trik-->  
Abundance 

5000 

0 
m/z--> 

bundance 

5000. 

1  

Scan 127 (4.534 

55 	70 

87 

min): HEAO8C13.D\data.ms  (-123) (-) 

iiiii)-.*1..'Y.1.1.?..1.1.51....1....1....i....10.7,,  

m/ z 	43.00 	100.00% 

4.20 	4.40 	4.60 	4.80 
m/z 	87.00 	31.65% 

20 	40  

45 

AA  i. 1 

60 	80 	100 	120 	140 	160 	180 	200 
#13554: 4-Heptanol, 4-methyl- 

87 

I 
I 

69 

i 	57 ,i 	1 	115 
ii()Ir' l fl uil iii(171111114141[411114 

4.20 	4.40 	4.60 	4.80 
m/z 	42.05 	7.71% 

20 

29 

' 1111111 

40 

42 

56 

60 	80 
#1885: 

72 

87 

4414 	44414444 

100 	120 	140 	160 	180 	200 
2-Propanone, 0-methyloxime  

4.20 	4.40 	4.60 	4.80 
m/z 	44.00 	5.29% 

L--- rn/z--> 	20 	40 	60 	80 	100 	120 	140 	160 	180 	200 
Abundance 

5000 

yrilz-> 
0 	 

3 

20 

43 

1  

40 
1..Y''... :1...1. 1 ..1) , ..i....1....1....1....1.... 

#1955: 1,4-Butanediamine 

1 	5,9  70 	88 

60 	80 	100 	120 	140 	160 	180 	200 

4.20 	4.40 	4.60 	4.80 
m/z 	55.00 	3.93% 

_ A  
4.20 	4.40 	4.60 	4.80 
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45 3.68% m/z 55.00 

5000 
27 

Abundance 	Scan 127 (4.534 min): HEAO9C14.D\data.ms  (-124) (-) 

5000 

0 
	55 70 	115 133  

rn/z--> 	20 	40 	60 	80 	100 120 140 160 180 200 
Abundance 	#65616: 5,9-Dodecadien-2-one, 6,10-dimethyl-, (E,E))- 

5000 

57 
85 98 	 208  0 

m/z--> 	20 	40 	60 	80 	100 120 140 160 180 200 

i■bundance 	 #1885: 2-Propanone, 0-methyloxime 

56 

m/z 43.00 100.00% 

4.20 4.40 4.60 4.80 

4.20 4.40 4.60 4.80 
m/z 42.05 

	
7.45% 

4.20 4.40 4.60 4.80 

87 

72 

5000 m/z 44.05 5.18% 

#13535: 4-Heptanol, 4-methyl-
87 4.20 4.40 4.60 4.80 

mlz--> 

f■bundance 

	

29 42 	72 

n jcl,1I,1I i  
20 	40 	60 	80 	100 120 140 160  180 200  

69 
57 I 	 115 

0  1 , 1I 
20 	40 	60 	80 	100  120 140 160 180 200 	4.20 4.40 4.60 4.80 rn/z-->  

Library Search Compound Report 

Data File : C:\msdchem\1\data\E3PN9\HEAO9C14.D  
Acq On 	: 11/10/2011 14:50 
Sample 	: 1130805014 E3PR8 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Vial: 9 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : 1uL 

Method 	: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 	Area 	Relative to ISTD 	ISTD Area 

4.53 	2.66 ug/ml 	142655 	1,4-Dichlorobenzene-d4 	1071875 

Hit# of 20 	Tentative ID 	Ref# 	CAS# 	Qual 

1 5,9-Dodecadien-2-one, 6,10-dimethyl 
2 2-Propanone, 0-methyloxime 
3 4-Heptanol, 4-methyl- 

+ 4 Acetamide, N-ethyl- 
* 5 1,4-Butanediamine 

65616 1000132-10-9 25.00 
1885 003376-35-0 17.00 

13535 000598-01-6 10.00 
1871 000625-50-3 9.00 
1955 000110-60-1 9.00 
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Library Search Compound Report 

Data File : C:\msdchem\l\data\E3PN9\HEA10C15.D  
Acq On 	: 11/10/2011 15:25 
Sample 	: 1130805015 E3PR9 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Vial: 10 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 	: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 	Area 
	

Relative to ISTD 	ISTD Area 

4.53 	2.90 ug/ml 	150166 

Hit# of 20 	Tentative ID 

1,4-Dichlorobenzene-d4 	1037082 

CAS# 	Qual 

1 DL-3-Methy1-2-butanol, acetate 
2 2-Pentanol, acetate 
3 2-Propanone, 0-methyloxime 
4 trans-I-Nitro-I-propene 
5 TATP 

13341 1000352-29-9 38.00 
13277 000626-38-0 36.00 
1885 003376-35-0 25.00 
1838 017082-05-2 9.00 
76830 017088-37-8 9.00 

Abundance 

5000 

Scan 127 (4.534min): 

I, 

HEA10C15.D\data.ms(-124) 

87 

55 	65 	73  

(-) 

97 	111 

m/z 	43.00 100.00% 

4.20 	4.40 	4.60 	4.80 
m/z 	87.00 	31.78% 

■ . i. 1 

0 
fl/z--> 

, 	ii. 	, 	, 	i 	1 	, 	.. 	'I , 	...)', 

	

10 	20 	30 	40 
i 	. 	1 	i 	i 	1 1 	' 	i 	i 	' 	l''') 	'iiiullj- 	rii' 	ii , iiiiiii. 

50 	60 	70 	80 	90 	100 	110 	120 
bundance 

5000 

#13341: 
43 

15 	27 

DL-3-Methy1-2-butanol, acetate 

87 
55 	70 

Chili rl,,,,,d. 1 .- 1 1., .. 1 ,-).-(1 1,-,„ 1 .,1[ 1 ..."-,,,1 .1 ,5, 1 „ 

4.20 	4.40 	4.60 	4.80 
m/z 	42.00 	7.49% 

A. 

pthz-> 10 	20 	30 	40 	50 	60 	70 	80 	90 	100 	110 	120 
bundance 

5000 

43 

15 	7 
"I'r5 "1'"'I""1 1  

#13277: 2-Pentanol, acetate 

87 
55 	70 

1 
1 "1" ['ll'l"'I LI"'1""I'"ultu"l' i"1" 

102 	115 

4.20 	4.40 	4.60 	4.80 
m/z 44.05 4.67% 

I 0 
111/Z--> 	10 	20 	30 	40 	50 	60 	70 	80 	90 	100 	110 	120 
'r■bundance 

5000 

#1885: 2-Propanone, 

56 

	

219 	42 

	

4 	I 

	

0,1111r111111i 	illiIrl illil l 'I. 

0-methyloxime  
et7 

, 

72 1 
1""1 1 "'I'" I ll'"'1""I'"'1" 

4.20 	4.40 	4.60 	4.80 
m/z 	55.00 	3.91% 

_A 

4.20 	4.40 	4.60 	4.80 mk -> 	10 	20 	30 	40 	50 	60 	70 	80 	90 	100 	110 	120 
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Library Search Compound Report 

Data File : C:\msdchem\1\data\E3PN9\HEAO3BLK.D  
Acq On 	: 11/10/2011 11:18 
Sample 	: 245700 SBLKOO 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Vial: 3 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 	: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 	Area 	Relative to ISTD 
	

ISTD Area 

6.57 	2.03 ug/ml 	173483 	Naphthalene-d8 
	

1709491 

Hit# of 20 	Tentative ID 
	

Ref# 	CAS# 	Qual 

A% 1 2-Naphthalenol, 1-amino- 
2 1-Naphthalenol, 2-amino- 

loc 3 4-(1H-Pyrazol-1-yl)benzeneamine 
+. 4 2,4-Difluorobenzoic acid, octyl est 
14 5 2,6-Difluorobenzoic acid, octyl est 

29854 002834-92-6 47.00 
29852 000606-41-7 47.00 
30103 017635-45-9 43.00 
113303 1000338-78-6 40.00 
113304 1000292-39-2 40.00 

bundance 

5000 

0 

Scan 

42 
54 

473 (6.569 min): 

70 

82 

HEAO3BLK.D\data.ms  (-466) (-) 

101 	113 	
12, 9 	142 

1 	ler 1 „1-1-1 1 I 	di 1 „ .1-1 4 1401,141"1 1 14N4e1.1 1 111-1 	„ r141 11„ 1 „ i 	- „ 1 14- 1 , . ill„ „ , 

159 

„ 

m/z 159.10 	100.00% 

• 
6.20 	6.40 	6.60 	6.80 	7.00 

m/z 	82.10 	35.63% 
/z--> 30 	40 	50 	60 	70 	80 	90 	100 110 120 130 140 150 160 
bundance 

5000. 

0 
, /z--> 
' bundance 

5000 

#29854: 2-Naphthalenol, 1-amino- 

64 	76 	103, 	114 

	

1....i....1... , 1 ,1 ..1.. 1 . 	....1....1 11, .1. 1 	..1...i i ..1.19.4.1.4. 1 1.... 

130 

1 

140 150 160 

130 159 

9 

1  

6.20 	6.40 	6.60 	6.80 	7.00 
m/z 	81.10 	35.46% 

30 	40 	50 	60 	70 	810 	90 	100 110 120 130 
#29852: 1-Naphthalenol, 2-amino- 

64 	 103 77 	, 	 114 
1....1....i....1. 1 ..1..(1 .1....i....1 11 -1 ,1 	..1...A...i....i... 1 1....1 

6.20 	6.40 	6.60 	6.80 	7.00 
m/z 	54.10 	32.58% 

i 

0 
pilz--> 	30 	40 	50 	60 	70 	80 	90 	100 110 120 130 140 150 160 

bundance 

5000 

#30103: 4-(1H-Pyrazol-1-yl)benzeneamine 

6,5 	 131 
1 	80 	912 	104 	119 	1 

0 	1.."1.. , .1..i.i.d 1 .1 , . , .1. , ..1 1 ...1. 1 . 1 .1... 1 ....I ik , .14.4 , 1... [ 1 ,,,, i 

159 6.20 	6.40 	6.60 	6.80 	7.00 
m/z 	84.05 	24.67% 

1 
6.20 	6.40 	6.60 	6.80 	7.00 z--> 	30 	40 	50 	60 	70 	80 	90 	100 110 120 130 140 150 160 

HEAO3BLK.D SOM01.M 	Tue Nov 15 06:57:15 2011 Page 5 
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Scan 473 (6.569 min): HEAO8C13.D\data.ms  (-465) (-) 
169 

81 54 
42 	70 	101 113 129 4  1, 	, 

	

, 	 ,  r' 	. 1 1 	a 	I  

40 	60 	80 	100  120 140 160  180 200  
#113303: 2,4-Difluorobenzoic acid, octyl ester 

141 	19 

rtbundance 

0 6/z--> 
Abundance 

5000 

5000 

m/z 81.00 
	

34.30% 

6.20 6.40 6.60 6.80 7.00 
56 

	

 
2 	

70 83 
	113 

	

4 	I  
„ 	„ 	, 	-91 71 	, 1  „ 	, 1 1 1 	„ „2, 1 :4 1  

m/z--> 	40 	60 	80 	100 120 	 140 160 180 200 
Abundance 	#145648: 2,4-Difluorobenzoic acid, undecyl ester 

159 
141 

5000 

56 69 83 97 113 
i 	 126 

m/z--> 	40 	60 	80 	100 120 140 160 180 200 
Abundance 

94 

33 	52 67 78 	105 	132 

#30040: Pyrazolo[1,5-a]pyrimidine-7-carbonitrile, 6-amino- 
19 

5000 

m/z 82.10 
	

31.89% 

6.20 6.40 6.60 6.80 7.00 
m/z 54.00 

	
28.87% 

6.20 6.40 6.60 6.80 7.00 
m/z 84.05 

	
23.96% 

rn/z--> 	40 	60 	80 	100 120 140 160 180 200 	 6.20 6.40 6.60 6.80  7.00 

m/z 159.10 100.00% 

6.20 6.40 6.60 6.80 7.00 

Data File 
Acq On 
Sample 
Misc 

Library Search Compound 

: C:\msdchem\1\data\E3PN9\HEAO8C13.D  
: 11/10/2011 14:15 
: 1130805013 E3PR7 
: . SOIL SOMO 

Report 

Vial: 8 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

MS Integration Params: RTEINT.P 

Method 
	: C:\msdchem\l\methods\SOM01.M  (RTE Integrator) 

Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 	Area Relative to ISTD ISTD Area 

1442068 6.57 	2.06 ug/ml 	148886 Naphthalene -d8 

Hit# of 20 	Tentative ID Ref# CAS# 

1 2,4-Difluorobenzoic acid, 	octyl est 113303 1000338-78-6 
2 2,4-Difluorobenzoic acid, 	undecyl e 145648 1000338-78-9 
3 Pyrazolo[1,5-a]pyrimidine-7-carboni 30040 1000267-04-4 
4 1,2-Benzenedicarbonitrile, 	4-amino- 30079 1000338-30-3 
5 2,4-Difluorobenzoic acid, 	octadecyl 198548 1000338-79-6 

Qual 

37.00 
37.00 
35.00 
23.00 
23.00 

Page 6 
grAf-A=#2, 
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Library Search Compound Report 

Data File : C:\msdchem\1\data\E3PN9\HEAO9C14.D  
Acq On 	: 11/10/2011 14:50 
Sample 	: 1130805014 E3PR8 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Vial: 9 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 	: C:\msdchem\l\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 
	

Area 	Relative to ISTD 
	

ISTD Area 

6.57 	2.39 ug/ml 	187103 

Hit# of 20 	Tentative ID 

Naphthalene-d8 	1566819 

Ref# 	CAS# 	Qual 

1 2(1H)-Quinolinone, 3-methyl- 
4. 2 2,4-Difluorobenzoic acid, octyl est 

3 Pyrazolo[1,5-a]pyrimidine-7-carboni 
4 4,6-Quinolinediamine 

+- 5 2,6-Difluorobenzoic acid, octyl est 

29870 002721-59-7 38.00 
113303 1000338-78-6 37.00 
30040 1000267-04-4 35.00 
30087 040107-09-3 32.00 
113304 1000292-39-2 28.00 

r■bundance 

5000 

0 
42 

Scan 

54 

Ihill i ll iiii. i ., 

473 (6.569 

82 

70 

min): HEAO9C14.D\data.ms  

101 113 

	

1 	129 142 
1,,, 	,,. 1 1.., 	 II , 	, 	, 	41•,a, 	 , 	„I lk, 	I 	,,,l, 	, 	i k, 	, 	, 	,, 	, 	, 	, 	1 	, 	, 	, 	, 	1 	, 	, 	, 	, 	1  

159 
(-466) (-) m/z 159.10 	100.00% 

1 
6.20 	6.40 	6.60 	6.80 	7.00 

m / ,z 	82.10 	33.49% 
40 	60 	80 	100 	120 	140 	160 	180 	200 

bundance 

5000 

0  
m/z--> 
Abundance 

5000 

#29870: 2(1H)-Quinolinone, 3-methyl- 
1t9 

130
i 

1 	141 	1 
64 	7 89 	103 117 

! ,, i. ,,, i 1 i.?IiCiIi iI ,11. ,,, i ,,, ri....1 

6.20 	6.40 	6.60 	6.80 	7.00 
m/z 	81.00 	32.93% 

.. 1- - - --- - 

40 	60 	80 	100 	120 	140 
#113303: 2,4-Difluorobenzoic 

141 

56 	70 	83 	113 
42 

I 	97 	i 

acid, 
169 

160 180 	200 
octyl ester  

214 

6.20 	6.40 	6.60 	6.80 	7.00 
m/ z 	54.00 	28.40% 

1 - 

	A 

0 
m/z--> 	40 	60 	80 	100 	120 	140 	160 	180 	200 
Abundance 

5000 

#30040: Pyrazolo[1,5-a]pyrimidine-7-carbonitrile, 6-amino- 
159 

1 

94 
i 

52 	67
8  5„, 1 . 132. 1 ,,„ 11„„ I .,„ 1 „., 1  0, 1 ,,II I A, 711[191 

6.20 	6.40 	6.60 	6.80 	7.00 
m/z 	84.05 	24.66% 

i 
6.20 	6.40 	6.60 	6.80 	7.00 40 	60 	80 	100 	120 	140 	160 	180 	200 

HEAO9C14.D SOM01.M 	Tue Nov 15 06:59:17 2011 
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Data File 
Acq On 
Sample 
Misc 

Library Search Compound 

: C:\msdchem\l\data\E3PN9\HEA10C15.D  
: 11/10/2011 15:25 
: 1130805015 E3PR9 
: . SOIL SOMO 

Report 

Vial: 10 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

MS Integration Params: RTEINT.P 

Method 	: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 	Area 	Relative to ISTD 
	

ISTD Area 

6.57 	2.69 ug/ml 	209565 

Hit# of 20 	Tentative ID 

Naphthalene-d8 	1555610 

Ref# 	CAS# 	Qual 

1 2-Naphthalenol, 1-amino- 
* 2 4-(1H-Pyrazol-1-yl)benzeneamine 

3 4(1H)-Quinolinone, 1-methyl- 
< 4 2,4-Difluorobenzoic acid, octyl est 

5 Nonanoic acid, tetradecyl ester 

29849 002834-92-6 43.00 
30103 017635-45-9 43.00 
29871 000083-54-5 43.00 
113303 1000338-78-6 38.00 
174198 1000340-28-1 38.00 

Abundance 

5000 
54 

42 

Scan 

.1"111i 

473 (6.569 

70 

1 1 1 1 .1 1 1 

82 

min): HEA10C15.D\data.ms  

	

101 113 	 , 10, 
i 	' 	142 

t% , 	r Ile' , 	ilk 	i 	,11. , 	( 11 11 1 	1 	ii) 	, 	, 	1 	, 	. 	(II 	. 	- 	, 	1 	, 	, 	. 	, 	1 	. 	, 	. 	. 

159 
(-466) (-) 

207 

m/z 159.10 	100.00% 

6.20 	6.40 	6.60 	6.80 	7.00 
m/z 	82.10 	33.77% 0 

40 	60 	80 	100 	120 	140 	160 	180 	200 
Abundance 

5000' 

0 
Tri/z--> 
rthundance 

5000 

#29849: 2-Naphthalenol, 

130 

77 	103 1 	114 
iii.ii.i... ) 1 , ...i ll..il 1i.m.1 , .. ,'1....1 ,,,, i.... 

1-amino- 

1 	140 	11 

159 

6.20 	6.40 	6.60 	6.80 	7.00 
m/z 	81.10 	32.16% 

40 	60 	80 	100 	120 	140 	160 
#30103: 4-(1H-Pyrazol-1-yl)benzeneamine 

65 	 131 
9.2 	 i. 1 	80 	104 	119 

19 

180 	200 

6.20 	6.40 	6.60 	6.80 	7.00 
m/z 	54.10 	30.11% 

1 
0  

40 	60 	80 	100 	120 	140 	160 	180 	200 
Abundance 

5000 

64 

#29871: 

77 

4(1H)-Quinolinone, 
131 

8 19 	103 116 
0 	iii.,..11,,i,,11....11, 	.I.... 

1-methyl- 
1$9 . 

I 

6.20 	6.40 	6.60 	6.80 	7.00 
m/z 	84.05 	22.77% 

6.20 	6.40 	6.60 	6.80 	7.00_ Ill z--> 	40 	60 	80 	100 	120 	140 	160 	180 	200 

HEA10C15.D SOM01.M 	Tue Nov 15 06:59:41 2011 Page 6 
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Library Search Compound Report 

Data File : C:\msdchem\1\data\E3PN9\HEAO3BLK.D  
Acq On 	: 11/10/2011 11:18 
Sample 	: 245700 SBLKOO 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Vial: 3 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 	: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 
	

Area 	Relative to ISTD 
	

ISTD Area 

8.11 	2.41 ug/m1 	232841 
	

Acenaphthene-d10 	1932292 

Hit# of 20 	Tentative ID Ref# CAS# Qual 

AA- 1 1,3-Benzenediamine, 	4-chloro- 19220 005131-60-2 43.00 
4 2 5-Chloro-1,3-phenylenediamine 19224 033786-89-9 43.00 
4, 3 2,6-Dicyanotoluene 19794 002317-22-8 38.00 

4 1,2-Benzenediamine, 	4-chloro- 19228 000095-83-0 38.00 
tc 5 Acetonitrile, 	2-(3-cyanopheny1)- 19803 016532-78-8 38.00 

Abundance 

5000 

0 

Scan 735 (8.110 

43 52 
. 	Id 	..6, 

78 

7 . 	. 	,• 1 	, 	. 	1 	,--.1-1' 	. 	, 	1 1 9.0 1 	„ 	. 	, 	?i. , 	, 	. 	, 	, 	1 	„ 

min): HEAO3BLK.D\data.ms  

115 

142 
(-729) (-) 

185 
:161  ) 

m/z 142.00 100.00% 
I 

1 	i 	1 	i 	i 
7.80 	8.00 	8.20 	8.40 

m/z 	115.00 	64.20% 
mlz--> 40 	60 	80 	100 	120 	140 	160 	180 
[Abundance 

5000 

Abundance 

5000 

#19220: 

80 

52 

. 	1 	. 	rill 	, 

1,3-Benzenediamine, 4-chloro- 

114 
90 	1  	125 

1 .1 

142 

i 

7.80 	8.00 	8.20 	8.40 
m/z 	144.00 	31.56% 

i 

0 
40 	60 	80 

#19224: 

80 

35 	66 
0 	, I

I  

100 

114 
go 	1 

i
1 1- ,

1  

5-Chloro-1,3-phenylenediamine 
120 140 

, 
1 , ` , . 1 1. ,,, i 

12 

160 	180 

7.80 	8.00 	8.20 	8.40 
m/z 	77.95 	30.66% 

	

A 	i 	A TrYz -> 	40 	60 	80 100 	120 	140 	160 	180 
bundance 

5000 

#19794: 2,6-Dicyanotoluene 

62 	76 	
8

18 	100 	1 

115 

i 

142 

I,  

7.80 	8.00 	8.20 	8.40 
m/ z 	117.00 	19.72% 

, 	_ 

7.80 	8.00 	8.20 	8.40 
"I 0 	. 	, 	, 	1 	, 	. 	, 	, 	I I I 	, 	. 	1 	I 	,AV 	i 	i 	' 	. 	i 	u 	' 	' 	' 	i 	- 	. 	I 	, 	, 	, 	. 	I 

mlz--> 	40 	60 	80 	100 	120 	140 	160 	180 

HEAO3BLK.D SOM01.M 	Tue Nov 15 06:57:18 2011 Page 7 
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7.80 8.00 8.20 8.40 

7.80 8.00 8.20 8.40 

7.80 8.00 8.20 8.40 

7.80 8.00 8.20 8.40 

Library Search Compound 

Data File : C:\msdchem\1\data\E3PN9\HEAO8C13.D  
Acq On 	: 11/10/2011 14:15 
Sample 	: 1130805013 E3PR7 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Report 

Vial: 8 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 	: C:\msdchem\l\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 	Area 
	

Relative to ISTD 
	

ISTD Area 

8.11 	2.10 ug/ml 	170599 
	

Acenaphthene-d10 	1621215 

CAS# Qual 

016532-78-8 47.00 
002317-22-8 47.00 
033786-89-9 43.00 
005131-60-2 43.00 
000090-12-0 38.00 

m/z 142.00 100.00% 

Hit# of 20 	Tentative ID 
	

Ref# 

1 Acetonitrile, 2-(3-cyanopheny1)- 	19803 
2 2,6-Dicyanotoluene 
	

19794 
3 5-Chloro-1,3-phenylenediamine 

	
19224 

4 1,3-Benzenediamine, 4-chloro- 
	19225 

5 Naphthalene, 1-methyl- 	18987 

1(Nbundance 	Scan 735 (8.110 min): HEAO8C13.D\data.ms  (-728) (-) 
142 

115 

5000 
78 

185 

180 
#19803: Acetonitrile, 2-(3-cyanophenyI)- 

112 

115 
5000 

63 75 818 102 III 	II 	 . 
rn/z--> 	40 	60 	80 	100 	120 	140 	160 	180 
Abundance 	 #19794: 2,6-Dicyanotoluene 

142 
115 

5000 

0 
	 62 	76 	,I 100 	I  

88 

40 	60 	80 	100 	120 	140 	160 	180 	 /z--> 
#19224: 5-Chloro-1,3-phenylenediamine Abundance 

142 

80 
5000 

114 

mlz-->  
Abundance 

0 
43 52 

	

I 	I, 	66 	89 	106 ,1 128 	, 	156  
)", 	 r 

	

40 	60 	80 	100 	120 	140 	160 

0 

20.73% 

0 
66 	90 35 

40 	60 	80 	100 	120 140 	160 	180 	7.80 8.00  8.20 8.40 	 

HEAO8C13.D SOM01.M 	Tue Nov 15 06:59:00 2011 
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Library Search Compound Report 

Vial: 9 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Data File : C:\msdchem\1\data\E3PN9\HEAO9C14.D  
Acq On 	: 11/10/2011 14:50 
Sample 	: 1130805014 E3PR8 
Misc 	: . SOIL SOMO ' 
MS Integration Params: RTEINT.P 

Method 	: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 
	Area 	Relative to ISTD 

	
ISTD Area 

8.11 	2.76 ug/ml 	236837 
	

Acenaphthene-d10 	1717063 

Hit# of 20 	Tentative ID Ref# CAS# Qual 

1 Acetonitrile, 	2-(3-cyanopheny1)- 19803 016532-78-8 47.00 
11  2 5-Chloro-1,3-phenylenediamine 19224 033786-89-9 43.00 
1K 3 1,3-Benzenediamine, 	4-chloro- 19225 005131-60-2 43.00 
1!" 4 2,6-Dicyanotoluene 19794 002317-22-8 38.00 

5 Benzenamine, 	3-chloro-4-methoxy- 28865 005345-54-0 37.00 

Abundance 

5000 

Scan 735 (8.110 

7 

43 52  
I.', 	-, 	•1.1 

8 

. 	„ 	i'l, 	, 	1 	, 	,817( 	, 	, 	1 1,9 ,.II- I 	, 1 F? , 	, 	. 	„ 	1 	,I- 	„ 

min): HEAO9C14.13\data.ms  

115 

142 
(-727) (-) 

185 
I ' 	61 , 

m/z 	142.00 	100.00% 

1 
7.80 	8.00 	8.20 	8.40 

m/z 	115.00 	63.28% 0 
mhz--> 40 	60 	80 	100 	120 	140 	160 	180 
ikbundance 

5000 

0  
rhlz--> 

bundance 

5000 

#19803: Acetonitrile, 

63 	75 	88 102 

	

l l 	'Il  , 	, 	, 	i 	, 	. 	i 	i 	i l l 	- 	1 

115 

2-(3-cyanophenyI)- 
112 

I 

7.80 	8.00 	8.20 	8.40 
m/z 	144.00 	33.97% 

i 

40 	60 	80 
#19224: 

80 

66 

. 
100 	120 	140 

5-Chloro-1,3-phenylenediamine 
12 

114 
9

0 

160 	180 

7.80 	8.00 	8.20 	8.40 
m/z 	78.00 	30.76% 

	

I 	I 	1 

0 	, 
c.n/z--> 	40 	60 	80 	100 	120 	140 	160 	180 
Abundance 

5000 

#19225: 

80 

62 	I I  

1,3-Benzenediamine, 4-chloro- 
142 

114 
90 	1 	I . 	125 

7.80 	8.00 	8.20 	8.40 
m/z 	117.00 	20.19% 

1  
7.80 	8.00 	8.20 	8.40 	_ 

0 	i 	i 	, 	1 	i 	■ 	i 	. 	1 ., 	■ 	} 	i 
.ii/z--> 	40 	60 	80 

. 	i i, 	, 	1 	,1  
100 	120 	140 	160 	180 

HEAO9C14.D SOM01.M 	Tue Nov 15 06:59:18 2011 
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R.T. 	Conc 
	

Area 	Relative to ISTD 

8.11 	2.82 ug/ml 	242908 
	

Acenaphthene-d10 

ISTD Area 

1720872 

Library Search Compound 

Data File : C:\msdchem\1\data\E3PN9\HEA10C15.D  
Acq On 	: 11/10/2011 15:25 
Sample 	: 1130805015 E3PR9 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Report 

Vial: 10 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 
Title 
Library 

: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
: EPA/CLP SOM01 
: C:\Database\NIST08.L  

Hit# of 20 	Tentative ID 

4' 1 Acetonitrile, 2-(3-cyanopheny1)- 
4 2 2,6-Dicyanotoluene 

3 5-Chloro-1,3-phenylenediamine 
4,  4 1,3-Benzenediamine, 4-chloro-

5 5-Methylisophthalonitrile 

Abundance 

115 

5000 
78 

43 52  
0 	.414 	, 	41441 

87
I l iI 1 „ 11111 

40 	60 	80 	100 	120 	140 	160 
Abundance 	#19803: Acetonitrile, 2-(3-cyanophenyI)- 

142 

5000 

0 	1 	 1 	 1 	 1 	 1 	 1 	 1 	 1 

63 75 88 
i l l 	192 

115 

40 	60 	80 	100 	120 	140 	160 
rbundance 	 #19794: 2,6-Dicyanotoluene 

142 

bundance 

5000 

5000 

62 	76 	I 	100 	1, 
88 

0 
40 	60 	80 	100 	120 	140 	160 

0 

114 

35 	66 	: I go 	I :  

40 	60 	80 	100 	120 	140 	160 

#19224: 5-Chloro-1,3-phenyienediamine 
142 

80 

115 

Scan 735 (8.110 min): HEA10C15.D\data.ms  (-726) (-) 
142 

CAS# Qual 

016532-78-8 47.00 
002317-22-8 47.00 
033786-89-9 43.00 
005131-60-2 43.00 
039718-07-5 38.00 

m/z 142.00 100.00% 

185 7.80 	8.00 	8.20 
ill 

8.40 
m/z 	115.00 	61.86% 

180 

7.80 	8.00 	8.20 	8.40 
m/z 	144.00 33.44% 

180 

7.80 	8.00 	8.20 8.40 

180 

7.80 	8.00 	8.20 	8.40 

180 7.80 	8.00 	8.20 	8.40 

Ref# 

19803 
19794 
19224 
19226 
19799 

Page 7 

1171 041 
C.:W. I 

HEA10C15.D SOM01.M 	Tue Nov 15 06:59:42 2011 



Library Search Compound Report 

Data File : C:\msdchem\1\data\E3PN9\HEAO3BLK.D  
Acq On 	: 11/10/2011 11:18 
Sample 	: 245700 SBLKOO 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Vial: 3 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 	: C:\msdchem\l\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 
	

Area 	Relative to ISTD 
	

ISTD Area 

19.07 	12.65 ug/ml 	1204693 	Perylene-d12 
	

1905401 

Hit# of 20 	Tentative ID 
	

Ref# 	CAS# 	Qual 

1 Phthalic anhydride 22799 000085-44-9 27.00 
le- 2 Benzo[c]thiophen-1(3H)-one, 	3-(3-ox 133365 023667-32-5 22.00 

44.. 3 1,2-Benzenedicarboxylic acid 34830 000088-99-3 16.00 
4 4 Benzene, 	1,1'-(1,2-diethy1-1,2-ethe 133776 007773-34-4 14.00 

5 Phthalic acid, monoethyl ester 54180 002306-33-4 12.00 

bundance 	Scan 2598 (19.068 min): HEAO3BLK.D\data.ms  (-2585) (-) m/z 296.05 	100.00% 
104 296 

76 341 

1 
5000 

148 	240  
18.80 19.00 19.20 19.40 50 i 	196 

68 
384 445 m/z 104.00 79.51% 

50 100 	150 	200 	250 	300 	350 400 
I  

Abundance 	 #22799: Phthalic anhydride 
76 104 

5000• 50 
148 18.80 19.00 19.20 19.40 

m/z 	76.00 53.99% 

50 100 	150 	200 	250 	300 	350 400 

1 

Abundance#133365: Benzo[c]thiophen-1(3H)-one, 3-(3-oxobenzo[c]thien-1(3H)-ylid 
2§6 

18.80 19.00 19.20 19.40 
5000 120 m/z 341.05 52.99% 

240  
163 19  , 5 	268 , 	1 

,, i. ,, i , 	,, i1i i i, 	''"i i 	t , "' 

1 
rnIz--> 	

0  
50 	100 	150 	200 	250 	300 	350 400 

". bundance 	 #34830: 1,2-Benzenedicarboxylic acid 
18.80 19.00 19.20 19.40 164 

76 m/z 324.10 29.67% 

°W.  50 
I 148 

I 

/z--> 50 	100 	150 	200 	250 	300 	350 400 I  18.80 19.00 19.20 19.40 

HEAO3BLK.D SOM01.M 	Tue Nov 15 06:57:19 2011 Page 8 
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Library Search Compound Report 

Data File : C:\msdchem\1\data\E3PN9\HEAO4CO3.D  
Acq On 	: 11/10/2011 11:54 
Sample 	: 1130805003 E3PP1 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Vial: 4 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 	: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 
	

Area 	Relative to ISTD 
	

ISTD Area 

19.07 	11.57 ug/m1 	987907 

Hit# of 20 	Tentative ID 

Perylene-d12 	1708316 

Ref# 	CAS# 	Qual 

4. 1 Phthalic anhydride 
2 N,N'-Bis(2-hydroxy-alpha-methylbenz 
3 1,2-Benzenedicarboxylic acid 

Ar  4 Benzene, 1,1'-(1,2-diethy1-1,2-ethe 
5 Terephthalic acid, decyl 2-phenylet 

22800 000085-44-9 27.00 
133582 005464-60-8 22.00 
34830 000088-99-3 16.00 
133776 007773-34-4 14.00 
198620 1000323-78-4 10.00 

bundance 

5000' 

0 
mhz--> 

bundance 

5000 

0 

76 

50 

. )4 ril 

Scan 
104 

‘ 	 e 

2599 (19.074 min): HEAO4CO3.D\data.ms  
296 

240 148 
1 .7 	196 	268 0,1? 	 ,

, 	
11,11 -(, , 

341 

.1, 	. 	% 	e 	, 	. 	, 	e „ 	.,-, 	 , 	. 	• 	.. 	 , 

(-2588) (-) 

384 	445 

m/z 296.10 	100.00% 

i 
18.80 19.00 19.20 19.40 

m/z 	104.00 	86.50% 
50 

50 

76 

100  

104 

,( 1 1), ,.„ 1 ,.., i , 

150  

148 

200 	250 	300 	350 	400 
#22800: Phthalic anhydride 

18.80 19.00 19.20 19.40 
m/z 	76.00 	60.20% 

1 

Iz--> 
bundance#133582: 

5000 

50 	100 	150 

107 13 

N,N'-Bis(2-hydroxy-alpha-methylbenzylidene)ethylenediamine 
200 	250 	300 

2§6 
161 

236 

350 	400 

18.80 19.00 19.20 19.40 
m/z 	341.05 	50.14% 

1 
mlz--> 	50 	100 	150 

1  ., 	.iiiii.iii. , . 	1 
200 	250 	300 	350 	400 

Abundance 

5000 50 i 

1 	I 
A 

76 
1 4 

, 	 , 	 , 	 , 	 , 

#34830: 

148 

1,2-Benzenedicarboxylic acid 
18.80 19.00 19.20 19.40 

m/z 324.10 	28.73% 

1 
rn/z--> 	50 	100 	150 	200 	250 	300 	350 	400 18.80 19.00 19.20 19.40 

HEAO4CO3.D SOM01.M 	Tue Nov 15 06:57:48 2011 Page 17 
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m/z 76.00 61.07% 

m/z 341.05 50.16% 

Abundance Scan 2599 (19.074 min): HEAO7C11.D\data.ms  (-2587) (-) 
104 	 296 

m/z 296.05 100.00% 

76 
341 

240 
148 

0 	 I 	i 	r. . 44  rq. 01/f  . IT",  , 2. 6\ 8,  ) . J.  	(3 1 
50 100 150 200 250 300 350 400 450 500  

Abundance 	 #22800: Phthalic anhydride 
7'6 104 

5000 

5000 

m/z 103.95 87.65% 
18.80 19.00 19.20 19.40 

38 	i 148 

1 11 1rII 1 1111 '11111111111f111111111111111111111IIIIIII 

50 100 150 200 250 300 350 400 450 500 
FAbundance 	 #43550: Ninhydrin 

76 104 

132 

38 	 160 

0 	it, 	.).. 	,e 
50 100  150 200 250 300 350 400 450 500  

rAbundance#133582: N,N'-Bis(2-hydroxy-alpha-methylbenzylidene)ethylenediamine 
296 

161 

5000 

0 

5000 

18.80 19.00 19.20 19.40 

m/z 240.00 	27.59% 

107 
236 

0 	"1- 1 1 1.°J1 
z--> 	50 100 150 200 250 300 350 400 450 500  18.80 19.00 19.20  19.40 

18.80 19.00 19.20 19.40 

18.80 19.00 19.20 19.40 

Library Search Compound 

Data File : C:\msdchem\1\data\E3PN9\HEAO7C11.D  
Acq On 	: 11/10/2011 13:40 
Sample 	: 1130805011 E3PQ1 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Report 

Vial: 7 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 
	

: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 	Area 
	

Relative to ISTD 
	

ISTD Area 

19.07 	15.82 ug/ml 	1078725 	Perylene-d12 
	

1364099 

Hit# of 20 	Tentative ID 
	

Ref# 	CAS# 	Qual 

22800 
43550 

133582 
133365 
34830 

doi'.  1 Phthalic anhydride 
2 Ninhydrin 
3 N,N'-Bis(2-hydroxy-alpha-methylbenz 

le 4 Benzo[c]thiophen-1(3H)-one, 3-(3-ox 
ir 5 1,2-Benzenedicarboxylic acid  

000085-44-9 
000485-47-2 
005464-60-8 
023667-32-5 
000088-99-3 

27.00 
22.00 
22.00 
22.00 
16.00 

Page 16 
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R.T. 	Conc Area 	Relative to ISTD 

19.07 	14.27 ug/ml 	1035187 	Perylene-d12 

Hit# of 20 	Tentative ID 

ISTD Area 

1450472 

Ref# 	CAS# 	Qual 

22799 
34830 

133365 
133582 
83846 

Scan 2599 (19.074 min): HEAO8C13.D\data.ms  (-2586) (-) 
104 	 296 

341 

2 148 	40  

0 , 414, 1 )r 	 „ 
196

1 1 2, 68r 	Ji 
M/z--> 	50 100 150 200  250 300  350 400 450 500 	 
'tkloundance 	 #22799: Phthalic anhydride 

76 104 

5000 
148 

i 	 38 	 I
I 

1 	0I 	
I  

	

r „ m) 	
6/z--> 	50 100 150 200 250 300 350 400 450 500 
Abundance 	 #34830: 1,2-Benzenedicarboxylic acid 
I 104 
I 	 76 

1 

5000 

I 	 148 
I 	 I 
I 	 37 
i 

	

0  i i) 	i 	- 	micimiiiiiiiiiii.iiii-iiiiiiimiiim 	
Tni  lz--> 	50 	100 150 200  250 300 350 400 450 500 
lAbundance#133365: Benzo[c]thiophen-1(3H)-one, 3-(3-oxobenzo[c]thien-1(3H)-ylid 

296 

000085-44-9 27.00 
000088-99-3 16.00 
023667-32-5 14.00 
005464-60-8 14.00 
067867-43-0 10.00 

m/z 296.10 100.00% 

18.80 19.00 19.20 19.40 

18.80 19.00 19.20 19.40 

41 1 Phthalic anhydride 
2 1,2-Benzenedicarboxylic acid 

Benzo[c]thiophen-1(3H)-one, 3-(3-ox 
4 N,N'-Bis(2-hydroxy-alpha-methylbenz 
5 1-Methy1-3-.beta.-phenylethy1-2,4,5 

5000 120 
240 

I 163195 J 268 
0 	  

50  100 150 200 250 300 350 400  450 500 

m/z 103.95 
	

85.17% 

18.80 19.00 19.20 19.40 
m/z 76.00 

	
61.58% 

18.80 19.00 19.20 19.40 

m/z 240.05 
	

28.10% 

18.80  19.00 19.20 19.40 

76 

rthundance 

5000 

Library Search Compound 

Data File : C:\msdchem\1\data\E3PN9\HEAO8C13.D  
Acq On 	: 11/10/2011 14:15 
Sample 	: 1130805013 E3PR7 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Report 

Vial: 8 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 
	

: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

HEAO8C13.D SOM01.M 	Tue Nov 15 06:59:03 2011 
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m/z 296.10 100.00% 

18.80 19.00 19.20 19.40 

18.80 19.00 19.20 19.40 

Library Search Compound Report 

Data File : C:\msdchem\l\data\E3PN9\HEAO9C14.D  
Acq On 	: 11/10/2011 14:50 
Sample 	: 1130805014 E3PR8 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Vial: 9 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 	: C:\msdchem\l\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 
	

Area 	Relative to ISTD 
	

ISTD Area 

19.07 	11.89 ug/ml 	928017 

Hit# of 20 	Tentative ID 

Perylene-d12 	1561392 

Ref# 	CAS# 	Qual 

t- 1 Benzo[c]thiophen-1(3H)-one, 3-(3-ox 
2 Dinaphtho[2,3-b:1',2'-d]pyran-7-one 
3 1,2-Benzenedicarboxylic acid 
4 Bithiophthalide 
5 6-Dimethylaminomethyltricyclo[8.2.2 

133365 023667-32-5 22.00 
133818 154352-87-1 18.00 
34830 000088-99-3 16.00 

133363 032819-84-4 12.00 
122020 1000306-67-8 10.00 

Scan 2599 (19.074 min): 1-IEAO9C14.D\data.ms  (-2588) (-) 
104 	 296 

341 

	

0 	 148 
240 

	

0  y , 	 6 ? .1 7 	 ? 1 ,1, 	1 „  
5  

196 	 384 

rn/z--> 	50 	100 	150 	200 	250 	300 	350 
Oundance#133365: Benzo[c]thiophen-1(3H)-one, 3-(3-oxobenzo[c]thien-1(3H)-ylide 

296 

Abundance 

5000 

76 

m/z 104.00 
	

97.33% 

5000 

240 

	

163 195 	, 	268 
0 	

 

50 	100 	150 	200 	250 	300 	350 
Abundance 	 #133818: Dinaphtho[2,3-b:1',2'-d]pyran-7-one 

296 

, 
18.80 19.00 19.20 19.40 

. 	213 
0 	 , 	1111 	 (1 • 1  

50 	100 	150 	200 	250 	300 	350 
Abundance 	 #34830: 1,2-Benzenedicarboxylic acid 

50 
148 

0 	, 	1I, 
mlz--> 	50 	100 	150 	200 	250 	300 	350 	 18.80 19.00 19.20 19.40 

5000 

134 

239 268 

5000 ,  

1 4 
76 

m/z 341.05 
	

50.74% 

18.80 19.00 19.20 19.40 

120 

Page 9 
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Hit# of 20 	Tentative ID 

ISTD Area 

1288219 

Ref# 	CAS# 	Qual 

R.T. 	Conc Area 	Relative to ISTD 

19.07 	14.25 ug/ml 	918046 	Perylene-d12 

kbundance Scan 2599 (19.074 min): HEA10C15.1:Adata.ms (-2586) (-) 

50 	100 	150 	200 	250 	300 	350 
Abundance#133582: N,Nr-Bis(2-hydroxy-alpha-methylbenzylidene)ethylenediamine 

296 

mlz--> 

m/z 104.00 
	

92.94% 

18.80 19.00 19.20 19.40 
m/z 76.00 

	
66.22% 

18.80 19.00 19.20 19.40 
m/z 341.10 

	
52.71% 

18.80 19.00 19.20 19.40 
m/z 240.10 

	
28.90% 

18.80 19.00 19.20 19.40 

6 

76 

5000 

0  ,  ,-1 ,l . , e  1,.i12, ,  -k' .1, 7.  4, -? 1, 9 	6s8( „  

50 
196 	 384 

m/z--> 	50 	100 	150 	200 	250 	300 	350  
bundance 	 #22800: Phthalic anhydride 

104 

50 
5000 

148 

0 1 11 	J„  „J„,,,,,„,-„,„„  

161 

5000 

107 136 
236 

o 	I , „ 	 ) ,  1, 	 1 , 	 I I 
, 	.. 	 J 41 

m/z--> 	50 	100 	150 	200 	250 	300 	350  	 
'Abundance #133776: Benzene, 1,1'-(1,2-diethy1-1,2-ethenediyObis[4-methoxy- 

296 

5000 
159 	 267 

0 	 1 1 I 188208 237 	F  
50 	100 	150 	200 	250 	300 	350 	 frilz-->  

341 

240 148 

104 	 2 
m/z 296.10 100.00% 

18.80 19.00 19.20 19.40 

Library Search Compound Report 

Data File : C:\msdchem\1\data\E3PN9\HEA10C15.D  
Acq On 	: 11/10/2011 15:25 
Sample 	: 1130805015 E3PR9 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Vial: 10 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 	: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

'1p.. 1 Phthalic anhydride 
2 N,N'-Bis(2-hydroxy-alpha-methylbenz 

is 3 Benzene, 1,1'-(1,2-diethy1-1,2-ethe 
4 2-Thiazolamine, 4-(4-methoxyphenyl) 
5 Bithiophthalide 

22800 000085-44-9 27.00 
133582 005464-60-8 22.00 
133776 007773-34-4 18.00 
133448 1000319-57-2 14.00 
133363 032819-84-4 12.00 

Page 10 
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Library Search Compound Report 

Data File : C:\msdchem\1\data\E3PN9\HEAO3BLK.D  
Acq On 	: 11/10/2011 11:18 
Sample 	: 245700 SBLKOO 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Vial: 3 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 	: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 	Area 
	

Relative to ISTD 
	

ISTD Area 

24.53 	14.85 ug/ml 	1414604 	Perylene-d12 
	

1905401 

Hit# of 20 	Tentative ID 
	

Ref# 	CAS# 	Qual 

* 1 Picolinyl 8-(5-hexy1-2-fury1)-octan 
2 2-Propenamide, N-[4,5-dihydro-5-oxo 

4x 3 Phthalic anhydride 
4 Spiro[isobenzofuran-1(3H)-one-3,2'- 
5 Ninhydrin  

189871 1000335-93-0 14.00 
133995 1000350-88-9 14.00 
22801 000085-44-9 12.00 
61944 054103-04-7 12.00 
43546 000485-47-2 12.00 

Abundance 

5000 

0 

Scan 3526 

76 

50 
r [ M 	.r 

104 

(24.527 min): HEAO3BLK.D\data.ms  (-3499) (-) 

149 	 296 

	

208 	240 
2, 68 r 	

il 	341 
VP 	k 	Is c , 	. 	, 	, 1-il 	,1 	( 	i 	. 	. 	. 	c i 	, 	. 

385 
m/z 385.10 	100.00% 

I 
24.20 24.40 24.60 24.80 

m/z 103.95 	79.34% 

I 

50 	100 	150 	200 	250 	300 	350 
bundance 

5000. 

Abundance#133995: 

5000 

0. 

0 ..1-0- 

92 
I 

#189871: Picolinyl 
164 

220 

8-(5-hexy1-2-fury1)-octanoate 

293 
260 1 

, .. , I 	'hi 	- )H 

328 

356 
i 

365 

24.20 24.40 24.60 24.80 
 m/z 	76.10 	46.62% 

I 

50 

55 

100 

77 
1 

A 

2-Propenamide, 
104 

150 

137 

200 	250 	300 	350  
N-(4,5-dihydro-5-oxo-2-pheny1-4-(trifluorometh 

297 
226 254 1  	1 

, 	1 	, 	, 	, 	, 	, 	,I; 	, 	, 	., 	, 	, 	e' 	riN 	II 	il l 	I 	„ il 	„ 	, 	1 	1 	1 	. 	■ 	■ 

24.20 24.40 24.60 24.80 
m/z 296.10 	41.24% 

I 
.1.1/z--> 	50 	100 	150 	200 	250 	300 	350 
bundance 

5000 50 

76 
104 

148 

#22801: Phthalic anhydride 
24.20 24.40 24.60 24.80 

m/z 149.00 	36.15% 

24.20 24.40 24.60 24.80 50 100 	150 	200 	250 	300 	350 

HEAO3BLK.D SOM01.M 	Tue Nov 15 06:57:20 2011 
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Data File 
Acq On 
Sample 
Misc 

Library Search Compound 

: C:\msdchem\l\data\E3PN9\HEAO4CO3.D  
: 11/10/2011 11:54 
: 1130805003 E3PP1 
: 

 
• SOIL SOMO 

Report 

Vial: 4 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

MS Integration Params: RTEINT.P 

Method 	: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 	Area 
	

Relative to ISTD 	ISTD Area 

24.57 	15.09 ug/ml 	1288608 	Perylene-d12 
	

1708316 

Hit# of 20 	Tentative ID 
	

Ref# 	CAS# 	Qual 

1 Phthalic acid, monoethyl ester 
I( 2 Picolinyl 8-(5-hexy1-2-fury1)-octan 

3 2-Propenamide, N-[4,5-dihydro-5-oxo 
4 Benzene, 1,1'-(1,2-cyclobutanediy1) 
5 3-Phenylpropionic acid, 2-methoxyet 

54177 002306-33-4 22.00 
189871 1000335-93-0 14.00 
133995 1000350-88-9 14.00 
65772 007694-30-6 10.00 
65329 1000331-05-3 10.00 

Abundance 

5000 

0 

Scan 3534 

76 

50 
'1,- 

104 
(24.574 min): HEAO4CO3.D\data.ms  

149 

	

208 	240 
180 	1 

11, if 	-I- 	11 	-1 . 	, 1 I 	, 	y 	 eh, 	i 	, 

(-3511) (-) 
385 

296 

1 	 341 
F ll e.  1 

m/z 385.05 	100.00% 

I 
24.20 24.40 24.60 24.80 
m/z 	103.95 	83.76% 

i 

50 	100 	150 	200 	250 	300 	350 
(kbundance 

5000 

n i 

50 

76 104 
#54177: Phthalic acid, monoethyl ester  

148 
1 

24.20 24.40 24.60 24.80 
m/z 	76.00 	49.52% 

v' ' 
50 

r 	I 	' 	i  

	

100 	150 	200 	.250300 	350 
Abundance 

5000 

92 
#189871: Picolinyl 

164 

0 	. 	, 	I 	. 	. 	, 	,  

8-(5-hexy1-2-fury1)-octanoate 

220 

3t5 
328 

1 
I 
I 

293 	I 
260 	I 	1 	i 	356 , 

24.20 24.40 24.60 24.80 
 m/z 296.05 	44.93% 

mlz--> 	50 	100 	150 200 	250 	300 	350 
iAbundance#133995: 

5000 
55 

1  

i 

2-Proptenamide, 

7 

N44,5-dihydro-5-oxo-2-pheny1-4-(trifluorometh 

297 
137 	226 254  

1 	i  

24.20 24.40 24.60 24.80 
m/z 149.00 	35.24% 

24.20 24.40 24.60 24.80 
0 	- 

m/z--> 	50 	100 	150 	200 	250 	300 	350 

HEAO4CO3.D SOM01.M 	Tue Nov 15 06:58:06 2011 Page 31 
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Hit# of 20 	Tentative ID 

ISTD Area 

1364099 

Ref# 	CAS# 	Qual 

R.T. 	Conc Area 	Relative to ISTD 

24.56 	21.17 ug/ml 	1443910 	Perylene-d12 

Abundance Scan 3531 (24.556 min): HEAO7C11.D\data.ms  (-3506) (-) 
104 	 3 

50 

r r11  I I 	 I 

76 5000 	 296 149 

208 240 	

8' 1[1  0 i ,'51-) ri l 	t 	i 12,  . 	)., :181- eLl 	. 0 	1 	‘ • , 1' 	6 r , 	i r ,34111 1  . , , (  
rn/z--> 	50 	100 	150 	200 	250 	300 	350 
Abundance 	 #22801: Phthalic anhydride 
I 104 
I 	 76 
1 

5000 148 

0 , 

rn/z--> 
Ifekbundance 

5000 

m/z--> 	 
!Abundance 

I 	 I 
	

,hI,,11u1 Iht,11, 	 I 

50 	100 	150 	200 	250 	300 	350 
#65 64: Naphthalene, 1,2,3,4-tetrahydro-2-phenyl-

1 4 

50 	100 	150 	200 	250 	300 	350 
#65329: 3-Phenylpropionic acid, 2-methoxyethyl ester 

104 

5000 

208 59 	133 79 	i 	176 	I• 
0 	1 	 c 

m --> 	50 	100 	150 	200 	250 	300 	350 

m/z 103.95 
	

87.96% 

24.20 24.40 24.60 24.80 
m/z 76.00 

	
49.83% 

24.20 24.40 24.60 24.80 
m/z 296.10 

	
42.27% 

24.20 24.40 24.60 24.80 
m/z 148.95 

	
37.42% 

24.20 24.40  24.60 24.80 

5 
m/z 385.10 100.00% 

24.20 24.40 24.60 24.80 

78 	130 	208 

Library Search Compound Report 

Data File : C:\msdchem\1\data\E3PN9\HEAO7C11.D  
Acq On 	: 11/10/2011 13:40 
Sample 	: 1130805011 E3PQ1 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Vial: 7 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 	: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

4e 1 Phthalic anhydride 22801 000085-44-9 12.00 
2 Naphthalene, 	1,2,3,4-tetrahydro-2-p 65764 029422-13-7 11.00 
3 3-Phenylpropionic acid, 2-methoxyet 65329 1000331-05-3 11.00 

4e 4 2-Propenamide, N-[4,5-dihydro-5-oxo 133995 1000350-88-9 10.00 
5 1H-Isoindole-1,3(2H)-dione, 	2-(2-pr 59978 004616-63-1 10.00 

Page 20 
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Library Search Compound Report 

Data File : C:\msdchem\l\data\E3PN9\HEAO8C13.D  
Acq On 	: 11/10/2011 14:15 
Sample 	: 1130805013 E3PR7 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Vial: 8 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 	: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 
	

Area 	Relative to ISTD 
	

ISTD Area 

24.55 	19.38 ug/ml 	1405465 

Hit# of 20 	Tentative ID 

Perylene-d12 	1450472 

Ref# 	CAS# 	Qual 

1 Phthalic acid, monoethyl ester 
44 2 2-Propenamide, N-[4,5-dihydro-5-oxo 

3 (+)-Diethyl L-tartrate 
4 [2.2]Paracyclophane 
5 Benzene, cyclobutyl- 

54177 002306-33-4 22.00 
133995 1000350-88-9 14.00 
64291 000087-91-2 12.00 
65737 001633-22-3 11.00 
13888 004392-30-7 10.00 

Abundance 

5000 

0 

Scan 3530 

76 

50 
, 	lik 	. 11 	i'-, 	, 

104 
(24.550 min): HEAO8C13.D\data.ms  (-3506) (-) 

385 

149 	 296 

	

208 	240 

	

1 	341 
1.2 	J19ell, I, 

 

m/z 385.10 	100.00% 

1 
24.20 24.40 24.60 24.80 

rn/z 	104.00 	92.16% 

i 

50 	100 	150 	200 	250 	300 	350 
Abundance 

5000 

mhz--> 

50 
I , 
I 

76 104 
#54177: Phthalic acid, monoethyl ester  

148  
24.20 24.40 24.60 24.80 
m/z 	76.00 	53.29% 

1 

50 	100 

	

150 	200 	250 	300 
N44,5-dihydro-5-oxo-2-pheny1-4-(trifluorometh 

	

137 	226 254 
. 	

1  

2-Propenamide, 
104 

.1 	.../ 	1 	. 	. 	. 	. 	.. 1  

297 

350 
Abundance#133995: 

5000 

W2:-..> 	
0..1..1 

55 

77 

24.20 24.40 24.60 24.80 
m/z 	296.10 	45.06% 

A 
1 

50 	100 	150 	200 	250 	300 	350 
Abundance 

5000 

0 
mhz--> 

76 

47 
1 ,, 

104 
#64291: (+)-Diethyl L-tartrate 

133 
• 
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m/z 385.10 99.00% 

m/z 76.00 56.45% 

m/z 296.10 43.32% 

24.20 24.40 24.60 24.80 

24.20 24.40 24.60 24.80 

24.20 24.40 24.60 24.80 

Scan 3531 (24.556 min): HEAO9C14.D\data.ms  (-3508) (-) 
104 

76 
149 	 296 

01 	 11 - .1 	6N 8 , 
50 	 180 208 240 

1 	341 

50 	100 	150 	200 	250 	300 	350 
#65737: [2.2]Paracyclophane 

14 

5000 

208 
51 7,8 

0 	 165 	 

rn/z--> 	50 	100 	150 	200 	250 	300 	350 
Abundance#133995: 2-Propenamide, N144,5-dihydro-5-oxo-2-pheny1-4-(trifluorometh 

104 

rnhz-> 	50 	100 	150 	200 	250 	300 	350 

5000 

r■bundance 	 #54180: Phthalic acid, monoethyl ester 
1 4 

76 	149 

m/z 104.00 100.00% 

24.20 24.40 24.60 24.80 

m/z 149.00 	41.77% 

Abundance 

5000 

rnhz--> 	 
bundance 

5000 31 

177 
111111111111111111111 

100 	150 	200 	250 	300 	350 	24.20 24.40 24.60 24.80 rnhz--> 

385 

55 

77 
137 	226 254 

297 

Library Search Compound 

Data File : C:\msdchem\l\data\E3PN9\HEAO9C14.D  
Acq On 	: 11/10/2011 14:50 
Sample 	: 1130805014 E3PR8 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Report 

Vial: 9 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 	: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 	Area 	Relative to ISTD 
	

ISTD Area 

24.56 	15.72 ug/ml 	1227377 	Perylene-d12 
	

1561392 

Hit# of 20 	Tentative ID 
	

Ref# 	CAS# 	Qual 

1 [2.2]Paracyclophane 
*- 2 2-Propenamide, N-[4,5-dihydro-5-oxo 

3 Phthalic acid, monoethyl ester 
4 Succinic acid, di(2-phenylethyl) es 
5 1H-Isoindole-1,3(2H)-dione, 2-(2-pr 

65737 
133995 
54180 

155817 
59978  

001633-22-3 15.00 
1000350-88-9 14.00 
002306-33-4 12.00 
1000325-04-3 10.00 
004616-63-1 10.00 
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Library Search Compound Report 

Data File : C:\msdchem\1\data\E3PN9\HEA10C15.D  
Acq On 	: 11/10/2011 15:25 
Sample 	: 1130805015 E3PR9 
Misc 	: . SOIL SOMO 
MS Integration Params: RTEINT.P 

Vial: 10 
Operator: RAH 
Inst 	: 5975-H 
Injection volume : luL 

Method 	: C:\msdchem\1\methods\SOM01.M  (RTE Integrator) 
Title 	: EPA/CLP SOM01 
Library : C:\Database\NIST08.L  

R.T. 	Conc 
	

Area 	Relative to ISTD 
	

ISTD Area 

24.55 	21.27 ug/m1 	1369838 

Hit# of 20 	Tentative ID 

Perylene-d12 	1288219 

Ref# 	CAS# 	Qual 

1 Phthalic anhydride 
.)k 2 2-Propenamide, N-[4,5-dihydro-5-oxo 

3 Phthalic acid, monoethyl ester 
4 [2.2]Paracyclophane 
5 (+)-Diethyl L-tartrate  

22801 000085-44-9 22.00 
133995 1000350-88-9 14.00 
54177 002306-33-4 12.00 
65735 001633-22-3 11.00 
64291 000087-91-2 10.00 

(thundance 

5000 

0 

Scan 3530 
104 

76 

50 
i i 

(24.550 min): HEA10C15.D\data.ms  (-3504) (-) 
385 

149 	 296 

	

180 208 
	240 
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Mif h.l. 	c 	26%8 , . 	e'l 	„- fl . 	, 	It, 	,-1 

m/z 	385.10 	100.00% 
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Abundance 

5000 

rn/z-> 
rOundance#133995: 

5000 

50 

O ' I t )k,  
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 #22801: Phthalic anhydride 

24.20 24.40 24.60 24.80 
m/z 	76.00 	58.47% 

50 100 
2-Pr 

55 

77 

104 

,,,-, 

	

150 	200 	250 	300 
penamide, N44,5-dihydro-5-oxo-2-pheny1-4-(trifluororneth 

297 
137 	226 1 	254 

k 0 	, 	, 	1 	. 	i 	. 	. 	. 	r 	. 	. 	. 	. 	1 	r' 	. I '/ 	ri 	. 	. 	. 	. 	. 	. 	. 	. 	i 	. 	. 	. 	, 

350 

24.20 24.40 24.60 24.80 
m/z 	296.10 	44.54% 

rn/z--> 	50 	100 	150 	200 	250 	300 	350 
(Nbundance 

5000 

0 , 

50 

:' 

76 

A 

104 
#54177: Phthalic acid, monoethyl ester 

148 
1 

24.20 24.40 24.60 24.80 
m/z 	149.00 	40.51% 

ili"il"i 	I" 	 i 	1 

24.20 24.40 24.60 24.80 m/z--> 	50 
r 	i i ..1,.i Tii i ,,. i i., 

100 	150 	200 	250 	300 	350 
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